LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090566.D

Aca On : 14 Oct 2016 13:22

Operator : UM/SJ

Sample = H4977-03

Misc :

ALS Vial : 10 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-BF101316.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 5.103 240 242 252 rBV 392412 614724 13.92% 1.655%
2 5.526 276 279 305 rBVY 2744196 3204793 72.57% 8.627%
3 6.554 366 369 378 rBVY 2441723 3395868 76.90% 9.142%
4 6.692 378 381 383 rBVY 2182372 3288561 74.47% 8.853%
5 6.920 399 401 412 rBV 723198 998419 22.61% 2.688%
6 7.069 412 414 417 rBV 1818756 2272702 51.46% 6.118%
7 7.480 448 450 456 rBV 1535223 1933526 43.78% 5.205%
8 7.572 456 458 466 rVB 68150 173363 3.93% 0.467%
9 8.200 511 513 523 rBY 1069926 1470715 33.30% 3.959%
10 8.452 531 535 548 rVB 14679 52174 1.18% 0.140%

11 9.286 605 608 610 rBV 2841400 3519338 79.69% 9.474%
12 9.400 616 618 638 rvB 54205 130431 2.95% 0.351%
13 9.675 640 642 657 rVvB 1363363 1348982 30.55% 3.631%
14 9.960 665 667 680 rvB 1920172 1861673 42.16% 5.012%
15 10.749 734 736 745 rBV 2249110 2824387 63.96% 7.603%

16 10.863 745 746 753 rVB 56021 108839 2.46% 0.293%
17 11.321 783 786 792 rVB3 34217 73813 1.67% 0.199%
18 11.446 795 797 810 rBV 1426858 1920708 43.49% 5.170%
19 11.675 815 817 822 rBV 171053 209092 4.73% 0.563%

20 12.498 887 889 890 rBV 54205 72161 1.63% 0.194%
21 12.521 890 891 895 rvB2 45001 69905 1.58% 0.188%
22 12.909 923 925 930 rVB 62703 70481 1.60% 0.190%
23 13.035 934 936 947 rBV 4021694 4416043 100.00% 11.888%
24 13.264 955 0956 958 rVB 53916 53714 1.22% 0.145%

25 13.938 1012 1015 1023 rBV2 73975 175738 3.98% 0.473%

26 14.087 1026 1028 1035 rVV 1087346 1663857 37.68% 4._479%
27 15.550 1153 1156 1166 rBV 678712 1177709 26.67% 3.170%
28 16.521 1238 1241 1246 rVB 18733 45946 1.04% 0.124%

Sum of corrected areas: 37147662
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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\BF101416\

BF090566.D

14 Oct 2016 13:22

UmM/sJ

H4977-03

10 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF101316.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\BF101416\
Data File : BF090566.D

Aca On : 14 Oct 2016 13:22

Operator : UM/SJ

Sample = H4977-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.10 12.31 ng 614724 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 242 (5.103 min): BF090566.D (-240) (-) m/z 43.10 100.00%
a3
59
5000
101 SN NS
83 4.80 5.00 5.20 5.40
b ot 3L 69 S m/z 59.10 68.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A RS S L R
4.80 500 5.20 5.40
59 101 m/z 101.10 26.05%
0 21 37, 53 ‘ 67 77 8 91
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
0
5000 101 m/z 58.10 18.48%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #256: Guanidine R e S EERRE R
3 509 4.80 5.00 5.20 5.40
m/z 41.10 8.76%
5000 18
28
0"'ﬁ%”'w'““$"'ﬁ"'w"'i“"l“"l“"l”"l“"l' "w"'w"'w"'w"A
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090566.D

Aca On : 14 Oct 2016 13:22

Operator : UM/SJ

Sample = H4977-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.69 Concentration Rank 1

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

6.69 65.88 ng 3288560 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 33
3 Amphetaminil 250 C17H18N2 017590-01-1 25
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 25
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 381 (6.692 min): BF090566.D (-378) (-) m/z 132.00 100.00%
32
5000
68
‘ % 640 6.60 6.80 7.00
40 54 : : : :
o 0% lles [ us o w7 134.00 34070
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR RS L

6.40 6.60 6.80 7.00
m/z 68.10 30.23%

31 51
0 ‘H\\ H \m‘ . |
L LA L e o e o B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
e R RAEEE e
6.40 6.60 6.80 7.00
5000 67 m/z 66.10 17.51%
41 97
53 117
79
R e T O N A o e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132 6.40 6.60 6.80 7.00
m/z 96.10 12.97%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090566.D

Aca On : 14 Oct 2016 13:22

Operator : UM/SJ

Sample = H4977-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 Hexanoic acid, 2-ethyl- Concentration Rank 4

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

7.57 2.36 ng 173363 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 72
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 59
3 Isoasparaaine 132 C4H8N203 1000130-17-5 36
4 Hvdroxvpivalic acid 118 C5H1003 004835-90-9 33
5 Methyl L-(+)-.beta.-hydroxyisobu... 118 C5H1003 080657-57-4 33

Abundance Scan 458 (7.572 min): BF090566.D (-456) (-) m/z 73.05 100.00%
7B
5000
4l 101 R UL LR LR
\\“ | 10 720 7.40 7.60 7.80 8.00
bty 0 4 - m/z 88.10 80.88%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73
\
5000 U R UL R
41 7.20 7.40 7.60 7.80 8.00
101 m/z 57.10 36.79%
ol 191 Ul 4 1 oo o
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
7.20 7.40 7.60 7.80 8.00
5000 m/z 41.10 25.23%
69
ob— LAl i | 109 135455178 214 242 272294313 355
m/z--> 50 100 150 200 250 300 350
Abundance #14161: |soasparagine
88 7.20 7.40 7.60 7.80 8.00
43 m/z 87.10 24 .01%
5000
7+ 115
ol ...hml#.'.,.k e — S NG —
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090566.D

Aca On : 14 Oct 2016 13:22

Operator : UM/SJ

Sample = H4977-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Pentadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.67 2.18 ng 209092 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Pentadecanol 228 C15H320 000629-76-5 95
2 Cvclotetradecane 196 C14H28 000295-17-0 95
3 n-Heptadecanol-1 256 C17H360 001454-85-9 95
4 1-Hexadecanol 242 C16H340 036653-82-4 94
5 1-Tetradecene 196 C14H28 001120-36-1 91

Abundance Scan 817 (11.675 min): BF090566.D (-815) (-) m/z 83.10 100.00%

5000

i%

125
11.40 11.60 11.80 12.00

m/z 69.10 94 .69%

140 154 168 196

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84599: n-Pentadecanol
5 69 83 97
43
5000 111 LA L L L L L L L

11.40 11.60 11.80 12.00
29 ‘ 125 m/z 55.10 92.14%
182
N A e T P
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
4 69 8 e
11.40 11.60 11.80 12.00
5000 97 m/z 57.10 77.57%
29 111
125 159 153 168 196
O bl e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107662: n-Heptadecanol-1 B B et
55 83 11.40 11.60 11.80 12.00
43 | 89 97 m/z 97.05 76.35%
5000 111
SIECRNIN NN I NN R R S5O =N O R |
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 1140 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090566.D

Aca On : 14 Oct 2016 13:22

Operator : UM/SJ

Sample = H4977-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17-Pentatriacontene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.94 2.11 ng 175738 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 87
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87
Abundance Scan 1015 (13.938 min): BF090566.D (-1012) (-) m/z 57.10 100.00%
7
83
5000
13.60 13.80 14.00 1420
ol m/z 43.10 74 .88%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
5000 83 SR VN PR SN SUNE I
13.60 13.80 14.00 14.20
1 m/z 83.05 74.15%
ol | ‘M\Nm | 139167 196224 267292 321 462 490
m/z--> §0 160 1%0 260 2%0 300 350 460 4éo '
Abundance
57 o
13.I60 13.I80 14.'00 14.'20 '
5000 m/z 55.10 67.70%
125
29
o 153182 210238266 311 412
m/z--> §0 160 1%0 260 2%0 360 3éo 460 4éo '
Abundance #210517: 1-Heptacosanol B e
57 7 13.60 13.80 14.00 14.20
m/z 69.10 67.37%
5000
125
o 2 ‘ l;}?3}81209236264292320 350378
m/z--> 5'0 1(')0 1&1;0 2(')0 251,0 3(')0 3&'30 4(|)O 4éo ' 13.I60 13.I80 14.'00 14.'20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101416\
Data File : BF090566.D

Acq On : 14 Oct 2016 13:22

Operator : UM/SJ

Sample : H4977-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.M
Quant Title : 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... 5.10 12.3 ng 614724 1 6.92 998419 20.0
unknown6 .69 6.69 65.9 ng 3288560 1 6.92 998419 20.0
Hexanoic acid, 2-... 7.57 2.4 ng 173363 2 8.20 1470720 20.0
n-Pentadecanol 11.67 2.2 ng 209092 4 11.45 1920710 20.0
17-Pentatriacontene 13.94 2.1 ng 175738 5 14.10 1663860 20.0

8270-BF101316.M Fri Oct 14 18:58:32 2016 Page: 8



