LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092274.D

Aca On : 14 Jan 2017 10:06

Operator : UM/SJ

Sample : 11162-02

Misc :

ALS Vial : 33 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-BF122116.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 4.701 252 255 269 rVB 1483685 2376639 46.43% 5.466%
2 5.170 294 296 311 rBV 4315322 4905212 95.84% 11.282%
3 6.245 387 390 397 rBVY 4428406 5118381 100.00% 11.772%
4 6.347 397 399 402 rVB 4866770 4510956 88.13% 10.375%
5 6.576 416 419 421 rBV 1178921 1216118 23.76% 2.797%
6 6.725 430 432 435 rBVY 2821850 3507767 68.53% 8.068%
7 7.147 466 469 471 rBV 2985599 2994464 58.50% 6.887%
8 7.856 529 531 534 rBVY 1255871 1563346 30.54% 3.596%
9 8.942 623 626 628 rBVY 4927557 4566956 89.23% 10.504%
10 9.342 659 661 663 rBV 369350 309861 6.05% 0.713%
11 9.559 678 680 682 rBV 54720 51413 1.00% 0.118%

12 9.605 682 684 687 rBVY 1399783 1536802 30.03% 3.535%
13 10.062 720 724 725 rBV 107303 113859 2.22% 0.262%
14 10.279 740 743 744 rBV 41262 51647 1.01% 0.119%
15 10.393 751 753 756 rBV2 1706249 2279774 44 _.54% 5.244%

16 10.531 763 765 769 rVB 151278 165353 3.23% 0.380%

17 10.976 802 804 805 rBvV 91413 80189 1.57% 0.184%
18 11.091 811 814 816 rBV 1066508 1370563 26.78% 3.152%
19 11.639 861 862 866 rBv2 88466 92153 1.80% 0.212%

20 12.291 917 919 921 rBV 132385 114884 2.24% 0.264%

21 12.508 936 938 941 rBvV2 142052 201987 3.95% 0.465%
22 12.668 949 952 955 rBV 3059999 2849005 55.66% 6.553%
23 13.217 997 1000 1002 rBV 52957 65598 1.28% 0.151%
24 13.605 1029 1034 1041 rBVZ2 96378 247425 4.83% 0.569%
25 13.708 1041 1043 1046 rBV 1001764 1179086 23.04% 2.712%

26 14.565 1115 1118 1120 rBV2 69316 93190 1.82% 0.214%
27 14.702 1128 1130 1134 rBV 71927 136604 2.67% 0.314%
28 14.794 1135 1138 1140 rBV2 50568 82745 1.62% 0.190%
29 14.851 1140 1143 1149 rVV6 26521 89161 1.74% 0.205%
30 14.965 1150 1153 1156 rVB 45783 63215 1.24% 0.145%
31 15.011 1156 1157 1160 rBV 42028 62304 1.22% 0.143%
32 15.068 1160 1162 1164 rVV 857420 969679 18.95% 2.230%
33 15.103 1164 1165 1169 rVB 43544 56461 1.10% 0.130%
34 15.468 1195 1197 1201 rVB 59056 90353 1.77% 0.208%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092274.D

Aca On : 14 Jan 2017 10:06

Operator : UM/SJ

Sample : 11162-02

Misc :

ALS Vial : 33 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.571 1201 1206 1212 rBVS8 33631 143932 2.81% 0.331%

36 15.880 1230 1233 1240 rVB3 31277 69363 1.36% 0.160%

37 16.360 1273 1275 1281 rBvVY 26931 57556 1.12% 0.132%

38 17.160 1340 1345 1353 rVB10 19864 93547 1.83% 0.215%
Sum of corrected areas: 43477548
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092274.D

Aca On : 14 Jan 2017 10:06

Operator : UM/SJ

Sample : 11162-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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: BF092274.D

5.17
4000000

3000000 6.72 7.15

2000000
4.70
6.58

1000000

o~
Time--> 2.0 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF092274.D
8|94

4000000

12.67
3000000

2000000 10.39

786 9.60
11.09

1000000

9.34
L A 0. 10.0610.2 10.53 10.9 11.64 12.2912.51 1322  13.¢

A A

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: BF092274.D

4000000

3000000

2000000

1000000 " 15.07

14 521079110 154957 1588  16.36 17.16
O R LR e S e e e e e e e e e e e e

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:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092274.D

Aca On : 14 Jan 2017 10:06

Operator : UM/SJ

Sample : 11162-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.70 39.09 ng 2376640 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 255 (4.701 min): BF092274.D (-252) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.1

440 460 480 5.00
0..,....,....',':...,..!!,....7,1.'9..?‘?:9.,...:,|....,....,....,....,...., m/z 59.10 59.50%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL L L L LB L LN |
59.0 4.40 4.60 4.80 5.00
m/z 101.10 20.08%
31.0 ‘ g30 1010
oS | e 4 (MM
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
R B AR R
4.40 4.60 4.80 5.00
5000 m/z 58.00 15.24%
41.0
29.0 101.0
0 73.0 86.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 440 4.60 4.80 5.00

m/z 41.10 9.06%

5000 41.0
o I, 1730 1260 1420
S| | £ N —— <2

(N |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092274.D

Aca On : 14 Jan 2017 10:06

Operator : UM/SJ

Sample : 11162-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.35 Concentration Rank 1

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

6.35 74.19 ng 4510960 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 399 (6.347 min): BF092274.D (-397) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 o1 S5 650 om0 oo
01 : e B m/z 68.10 46.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IBENAENSEBEANE SRR
6.00 6.20 6.40 6.60
310 510 m/z 134.00 33.70%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 620 640 660
5000 m/z 66.00 28.30%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R L R A
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 18.12%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| R R A REE T
m/z--> 20 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:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092274.D

Aca On : 14 Jan 2017 10:06

Operator : UM/SJ

Sample : 11162-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 4 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.53 2.41 ng 165353 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 Cl16H34 000544-76-3 90
4 Eicosane 282 C20H42 000112-95-8 83
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 80
Abundance Scan 765 (10.531 min): BF092274.D (-763) (-) m/z 57.10 100.00%
57.1
5000
113.1 10.20 10.40 10.60 10.80
o 1101 1681 m/z 43.05 65.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57.0
85.0
5000 SRR AR DU AR
10,20 10.40 10.60 10.80
29.0 m/z 71.05 64 .86%
m/z--> 20 Jo 60 éo 160 150 150 1éo 180 200 220 250
Abundance
57.0
10.20 10.40 10.60 10.80
0
5000 85.0 m/z 85.10 43.98%
29.0
0 113.0 1410 1690 212.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73965: Hexadecane T T T
57.0 10.20 10.40 10.60 10.80
m/z 41.05 27.92%
5000
85.0
29.0
0 J M I, 4 J 1130 1410 169.0 197.0 226.0
m/z--> 20 Jo éo éo 100 120 140 160 180 200 220 240 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092274.D

Aca On : 14 Jan 2017 10:06

Operator : UM/SJ

Sample : 11162-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 5 n-Butyl laurate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.51 3.43 ng 201987 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butvl laurate 256 C16H3202 000106-18-3 64
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 49
3 Hexadecanoic acid. 1l.1-dimethvle... 312 C20H4002 031158-91-5 45
4 Pvrene 202 C16H10 000129-00-0 43
5 Anthracene, 9-(2-nitroethenyl)- 249 C16H11NO2 058349-77-2 43

Abundance Scan 938 (12.508 min): BF092274.D (-936) (-) m/z 56.05 100.00%

56.0
202.1

5000

AN
LI L B I

12.20 12.40 12.60 12.80

0 m/z 202.10 70.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92222: n-Butyl laurate
56.0
5000 201.0 AR DAL AR AR
29.0 12.20 12.40 12.60 12.80

m/z 57.10 53.56%
83.0 129 0 1570

0 [ .|, 2270 2560
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
R B B a e
12.20 12.40 12.60 12.80
5000 m/z 43.10 40.23%
20 257.0
129.0 :
o 83.0 106.0 157.0 185.0 213.0 283.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester R e R RR B
56.0 12.20 12.40 12.60 12.80
m/z 41.05 36.91%
5000
29.0
83.0 129 257.0
0 “ L. h M et i 157.0 1850 2130 I ‘ 281.0 3120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092274.D

Aca On : 14 Jan 2017 10:06

Operator : UM/SJ

Sample : 11162-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.61 4.20 ng 247425 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 90

Abundance Scan 1034 (13.605 min): BF092274.D (-1029) (-) m/z 57.10 100.00%

511 83.1

5000

.

178.1  208.0 13.20 13.40 13.60 13.80 14.00
m/z 55.10 94 .72%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene
43.0

-

5000 BRI LU L L L L L L L
13.20 13.40 13.60 13.80 14.00
125.0 m/z 43.05 94.18%
0l15.0 |l 154.0 182.0 210.0 238.0 266.0
P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 83.0
e
13.20 13.40 13.60 13.80 14.00
5000 m/z 83.10 90.52%
111.0
0 63.0 139.0 168.0 196.0 241.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
I I I I I

Abundance #139663: 3-Chloropropionic acid, heptadecyl ester T T
.0 13.20 13.40 13.60 13.80 14.00

m/z 97.10 80.65%

5000 111.0

:

139.0 167.0

210.0 238.0 263.0
S e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092274.D

Aca On : 14 Jan 2017 10:06

Operator : UM/SJ

Sample : 11162-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl5.57 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.57 2.97 ng 143932 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 49
2 Nonahexacontanoic acid 999 C69H13802 040710-32-5 43
3 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 38
4 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 38
5 4-Methyl-2,3-hexadien-1-ol 112 C7H120 1000196-09-6 35
Abundance Scan 1206 (15.571 min): BF092274.D (-1201) (-) m/z 43.10 100.00%
43.1
5000
2071 3551 15,20 15.40 15.60 15.80
o1y m/z 57.10 81.52%
m/z--> 0O 100 200 300 400 500 600 700 800 900 1000
Abundance #168065: 17-Pentatriacontene
57.0
5000 LR DAL IS B B B
15.20 15.40 15.60 15.80
m/z 71.05 59.98%
L L 0 ss0 w00
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance
57.0
15,20 15.40 15.60 15.80
5000 m/z 97.00 59.82%
o 156.0 2530 350.0 8990 9980
m/z--> 6 160 260 360 460 560 660 700 800 900 1000
Abundance #116748: Decane, l,l'-OXybIS LA L L LB L LB L L B
57.0 15.20 15.40 15.60 15.80
m/z 83.00 57 .05%
5000
AN
m/z--> c') 100 2(')0 3(')0 4(')0 5(')0 6(|)O 700 800 900 1000 15'20 15. 40 15. 60 15|80 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011317\
Data File : BF092274.D

Acq On : 14 Jan 2017 10:06

Operator : UM/SJ

Sample : 11162-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.70 39.1 ng 2376640 1 6.58 1216120 20.0
unknown6 .35 6.35 74.2 ng 4510960 1 6.58 1216120 20.0
Heptadecane 10.53 2.4 ng 165353 4 11.09 1370560 20.0
n-Butyl laurate 12.51 3.4 ng 201987 5 13.71 1179090 20.0
1-Nonadecene 13.61 4.2 ng 247425 5 13.71 1179090 20.0
unknown15.57 15.57 3.0 ng 143932 6 15.07 969679 20.0
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