LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086448.D

Aca On : 28 Apr 2016 2:51

Operator : UM/SJ

Sample : H2654-01

Misc :

ALS Vial : 24 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-BF042716.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 4.990 251 254 263 rVB 58685 82396 2.44% 0.308%
2 5.402 287 290 292 rBVY 3175872 3156748 93.38% 11.788%
3 6.442 378 381 390 rBVY 2959719 3380636 100.00% 12.624%
4 6.567 390 392 395 rVV 2374124 3266397 96.62% 12.197%
5 6.636 397 398 401 rVB2 34380 47448 1.40% 0.177%
6 6.807 410 413 415 rBV 797177 785605 23.24% 2.934%
7 6.956 424 426 429 rBV 1717100 2424016 71.70% 9.052%
8 7.367 459 462 465 rBV 1667402 1780639 52.67% 6.649%
9 7.470 469 471 478 rvVB2 24841 66925 1.98% 0.250%
10 8.088 523 525 528 rBV 874754 905266 26.78% 3.380%

11 9.173 617 620 622 rBVY 2209336 2713259 80.26% 10.132%
12 9.562 652 654 656 rBvY 293203 246132 7.28% 0.919%

13 9.779 671 673 676 rBvV 46083 43719 1.29% 0.163%
14 9.848 676 679 681 rBvV 626809 762016 22.54% 2.846%
15 10.282 715 717 719 rVB 112292 83009 2.46% 0.310%
16 10.499 733 736 739 rBV 34618 51888 1.53% 0.194%

17 10.625 745 747 750 rBvV2 1107331 1338529 39.59% 4.998%
18 10.751 756 758 763 rVB 114724 142282 4.21% 0.531%
19 11.196 795 797 799 rBV 48033 50274 1.49% 0.188%
20 11.322 806 808 818 rBV 626676 685628 20.28% 2.560%

21 12.534 911 914 916 rBV 42247 41313 1.22% 0.154%
22 12.762 930 934 935 rBvV2 41703 57793 1.71% 0.216%
23 12.911 944 947 949 rBV 2020251 1986552 58.76% 7.418%
24 13.151 964 968 970 rBV 28650 41700 1.23% 0.156%
25 13.379 987 988 992 rBV2 25859 40051 1.18% 0.150%
26 13.494 995 998 1000 rBV 26084 42369 1.25% 0.158%

27 13.814 1023 1026 1036 rBV 320797 539710 15.96% 2.015%
28 13.951 1036 1038 1045 rVvVv 576111 908586 26.88% 3.393%
29 14.065 1045 1048 1050 rvVv 99940 126234 3.73% 0.471%

30 14.134 1052 1054 1058 rVB 30301 52513 1.55% 0.196%
31 14.431 1078 1080 1081 rBV2 36775 45467 1.34% 0.170%
32 14.717 1103 1105 1108 rBV2 82180 161808 4._.79% 0.604%
33 15.174 1143 1145 1149 rBV 23321 37687 1.11% 0.141%

34 15.368 1159 1162 1169 rBV 394379 648490 19.18% 2.422%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086448.D

Aca On : 28 Apr 2016 2:51

Operator : UM/SJ

Sample : H2654-01

Misc :

ALS Vial : 24 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.814 1199 1201 1204 rBV 19121 36288 1.07% 0.136%

Sum of corrected areas: 26779373
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086448.D

Aca On : 28 Apr 2016 2:51

Operator : UM/SJ

Sample : H2654-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086448.D
3000000 5(40 6.44

2500000 6.57

2000000
6.96 7.37

1500000

1000000 6.81

500000

4.99 5.64 7.47
T T T T T T T T T T T

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: BF086448.D

3000000

2500000
9.17

12.91
2000000

1500000

10.62
1000000 8.09

9.85 11.32
500000

9.56
k 9. 1%%H1M5 11.2 Q&QJLBEHMQ

D

G--------ﬁ”“------------------------------------

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: BF086448.D

3000000

2500000
2000000
1500000

1000000

13.95

5000003 g 1837

£73 1443 1472 15.17 15.81

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:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086448.D

Aca On : 28 Apr 2016 2:51

Operator : UM/SJ

Sample : H2654-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 8
R.T. EstConc Area Relative to ISTD R.T.

499 2.10ng 82396  1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 50

2 Acetic acid. 1.1-dimethvlethvl e...

116 C6H1202

000540-88-5 28

3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9
Abundance Scan 254 (4.990 min): BF086448.D (-251) (-) m/z 43.10 100.00%
431
5000 59.1
510 || 83.0 mfl 460 4.80 500 5.20 5.40
ot e ey m/z 59.10 46.89%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 |||||||||||||||||||||/|\||
59.0 460 4.80 500 520 5.40
m/z 101.10 13.20%
o o | 830 o930 110
T e o I B B
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
43.0
T —
4.60 4.80 5.00 5.20 5.40
5000 57.0 m/z 58.10 12 .55%
29.0
101.0
78.0
O B e o e
m/z--> 20 30 40 50 60 70 80 90 100 )
Abundance #3174: 4-Penten-2-one, 4-methyl- T T T T T T
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.30%
5000
29.0 | 55.0 83.0 98.0
O LA e e e e e o e L R e e R Rmmm e
m/z--> 20 30 40 50 60 70 80 90 100 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\BF042716\
Data File : BF086448.D

Aca On : 28 Apr 2016 2:51

Operator : UM/SJ

Sample : H2654-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 2 unknown6.57 Concentration Rank 1

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

6.57 83.16 ng 3266400 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 392 (6.567 min): BF086448.D (-390) (-) m/z 132.10 100.00%
132.1
68.1 A
5000
0. B o 520 640 660 650 700
0 T MMM m/z 68.10 52.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 RS L R
6.20 6.40 6.60 6.80 7.00
70.0 m/z 66.05 36.49%
310 5
0 "'I"t'll't'l"“'n'“"‘l'}}§P""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 6.20 6.40 6.60 6.80 7.00
5000 9go 1160 m/z 134.10 31.86%
158.0 189.0
R S S S S B W BRI L A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14013: 1H-Benzimidazole, 2-methy!- T
132.0 620 640 6.60 6.80 7.00

m/z 69.10 21.81%

5000

15.0 3?0 I 63“\0 760 Ly 10\40 ‘

m/z--> 20 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\BF042716\
Data File : BF086448.D

Aca On : 28 Apr 2016 2:51

Operator : UM/SJ

Sample : H2654-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 4 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.28 2.18 ng 83009 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eilcosane 282 C20H42 000112-95-8 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Octadecane 254 C18H38 000593-45-3 86
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 717 (10.282 min): BF086448.D (-715) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.1 10.00 10.20 10.40 10.60
0 a1l m/z 43.10 78.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 N SR SR BN B
85.0 10 00 10. 20 10 40 10.60
29.0 ' m/z 71.10 45 .68%
0 ‘\ L Lo 1130 1410 169.0 197.0 2260
m/z--> 25 45 eb ab 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
57.0
110,00 10.20 10,40 10.60
5000 m/z 41.05 36.75%

85.0
29.0
113.0 1410 169.0 197.0 225.0 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane IR L B

57.0 10.00 10.20 10.40 10.60

m/z 85.10 32.82%
5000
85.0
29.0
0 ‘ ‘\ | \\1130 141.0 184.0
e e e e e e e e

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\BF042716\
Data File : BF086448.D

Aca On : 28 Apr 2016 2:51

Operator : UM/SJ

Sample : H2654-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 6 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.81 11.88 ng 539710 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 1026 (13.814 min): BF086448.D (-1023) (-) m/z 57.10 100.00%
51.1
83.1
5000
LRI SRR SN L B
139.2 13.40 13.60 13.80 14.00 14.20
N 1682 20712302 2811 m/z 43.10 95.30%
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
5000 AR A BRI
29.0 13. 40 13. 60 13. 80 14. oo 14 20
‘ 195.0 m/z 55.05 82.32%
Ol e 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
69.0 13140 13.60 13.80 14.00 14.20
5000 970 m/z 83.10 62.50%

1250 169.0195.0 224.0 252.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester T T T T T

57.0 13.40 13.60 13.80 14.00 14.20

0
83.0 m/z 69.10 57.05%

5000
111.0
. 200 | 1390 1680 2100 2380 g3
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 14 20
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF042716\
BF086448.D

28 Apr 2016 2:51
UM/SJ
H2654-01

24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

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 Erucic acid

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.07 2.78 ng 126234 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Erucic acid 338 C22H4202 000112-86-7 81
2 Hexadecen-1-ol. trans-9- 240 C16H320 064437-47-4 76
3 1-Heptadecanol 256 C17H360 001454-85-9 68
4 Cvclohexadecane 224 C16H32 000295-65-8 68
5 17-Pentatriacontene 491 C35H70 006971-40-0 64

Abundance Scan 1048 (14.065 min): BF086448.D (-1045) (-) m/z 55.10 100.00%
58.1
5000 JL_AAﬁKMJ\Vj\I\AﬁMﬂN/ﬁhJ
SR UL B BN U
13.80 14.00 14.20 14.40
o 2811 2203 m/z 41.10  66.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136421: Erucic acid
55.0
5000 LR DL B S B
29.0 Bmmmmmmm
111.0 m/z 43.10 60.40%
o \‘ 1 139.0166.0 1950 2360 2780 200
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
41,0
69.0 13.80 14.00 14.20 14.40
5000 97.0 m/z 69.10 53.86%
125.0
o 154.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92320: 1-Heptadecanol L B B
550 g3 13.80 14.00 14.20 14.40
' m/z 83.10 49 _.42%
5000
29.0
o HMM l | 139.0 1680  210.0238.0
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 80 14.00 14 20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086448.D

Aca On : 28 Apr 2016 2:51

Operator : UM/SJ

Sample : H2654-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 8 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.72 4.99 ng 161808 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 72
2 Tetradecanamide 227 C14H29NO 000638-58-4 72
3 Octadecanamide 283 C18H37NO 000124-26-5 53
4 Acetic acid. cvanohvdroxvimino-.... 128 C4H4N203 061295-92-9 43
5 Silane, hexyl- 116 C6H16Si 001072-14-6 38
Abundance Scan 1105 (14.717 min): BF086448.D (-1103) (-) m/z 59.10 100.00%
5d.1
5000 l\\\ﬁ_ﬂ
83.1 149.0 LI NN BN B
114.1 : 1872 219.2 2561  294.2 14.40 14.60 14.80 15.00
0’ m/z 55.10 63.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 U DU BN UL BULRRE
14.40 14.60 14.80 15.00
m/z 72.05 63.56%
o 290 \ ‘ L mo‘m 0136.0 161.0184.0 2200 2530 28%0
m/z--> 25 4b eb 80 100 150 140 160 180 200 220 240 2éo 280
Abundance
59.0
14.40 14.60 14.80 15.00
5000 m/z 43.10 43.50%
. 28.0 86.0 1140 1490 1840  227.0 W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108159: Octadecanamide B BEmma B B
59.0 14.40 14.60 14.80 15.00
m/z 41.10 42 .14%
. MJ\HJ\’\/\/\/‘\/\/\JL
. 290“ IS “12‘30 170.0 1980 2400 2830
izs 3 4o 60 B 106 130 140 140 150 2w 250 246 20 280" 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042716\
Data File : BF086448.D

Acq On : 28 Apr 2016 2:51

Operator : UM/SJ

Sample - H2654-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_M
Quant Title : 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... 4.99 2.1 ng 82396 1 6.81 785605 20.0
unknown6 .57 6.57 83.2 ng 3266400 1 6.81 785605 20.0
Hexadecane 10.28 2.2 ng 83009 3 9.85 762016 20.0
1-Docosene 13.81 11.9 ng 539710 5 13.95 908586 20.0
Erucic acid 14.07 2.8 ng 126234 5 13.95 908586 20.0
9-Octadecenamide, ... 14.72 5.0 ng 161808 6 15.37 648490 20.0
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