LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\

Data File : BF089886.D

Aca On : 24 Aug 2016 20:27 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : H4577-09 GW-MW05-081816

ALS Vial : 23 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-BF081916.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 1.655 5 6 14 rVvVv 253575 470223 3.89% 0.534%
2 1.770 14 16 57 rVB 4042740 8852451 73.33% 10.060%
3 4.787 278 280 287 rVB 573084 667856 5.53% 0.759%
4 5.233 317 319 322 rBVY 3689313 3613888 29.93% 4.107%
5 6.296 410 412 414 rBV 3184422 2595660 21.50% 2.950%
6 6.433 421 424 426 rBV 6765537 7484806 62.00% 8.506%
7 6.662 442 444 446 rBVY 2137208 2262327 18.74% 2.571%
8 6.822 456 458 461 rBVY 8255048 7075243 58.61% 8.040%
9 7.233 491 494 496 rBV 6032162 5651231 46.81% 6.422%
10 7.953 555 557 559 rBY 4183026 3399874 28.16% 3.864%

11 9.039 649 652 654 rBY 11790764 12072719 100.00% 13.719%
12 9.427 684 686 689 rBV 1754335 1684556 13.95% 1.914%
13 9.702 708 710 713 rBV 4420367 3775736 31.27% 4.291%
14 10.490 776 779 781 rBV 5856202 6082653 50.38% 6.912%
15 10.628 789 791 795 rBV 165858 194799 1.61% 0.221%

16 11.073 828 830 832 rvB2 147782 152225 1.26% 0.173%
17 11.176 837 839 842 rvVv 3933101 3544503 29.36% 4.028%
18 11.371 853 856 858 rBvV 214061 330521 2.74% 0.376%
19 11.508 866 868 870 rBv2 265603 320847 2.66% 0.365%
20 11.542 870 871 875 rvB3 152598 235786 1.95% 0.268%

21 11.736 885 888 889 rBv2 340591 411363 3.41% 0.467%
22 12.102 916 920 925 rBV7 73328 224895 1.86% 0.256%
23 12.445 946 950 952 rBv2 108457 182037 1.51% 0.207%
24 12.525 954 957 963 rvVv 274430 490173 4._.06% 0.557%
25 12.776 976 979 981 rBV 8839716 10869272 90.03% 12.352%

26 13.702 1058 1060 1065 rVB 99121 161940 1.34% 0.184%
27 13.817 1067 1070 1072 rBV 2908514 2963273 24.55% 3.367%
28 15.245 1192 1195 1197 rBV 1472021 2228504 18.46% 2.532%

Sum of corrected areas: 87999361
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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:\HPCHEM1I\BNA F\DATA\BF082416\

BF089886.D

24 Aug 2016 20:27

UM/SsJ

H4577-09

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

GW-MWO05-081816
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\

Data File : BF089886.D

Aca On : 24 Aug 2016 20:27

Operator : UM/SJ

3?22 le H4577-09 GW-MW05-081816
ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.79 5.90 ng 667856 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 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 280 (4.787 min): BF089886.D (-278) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 I A G
| 83.0 440 4.60 4.80 5.00 5.20
o} 1 AP | S A M m/z 59.00 62.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR AR RN AN
59.0 440 460 480 500 520
m/z 101.00 25.15%
31.0 g30 1010
O T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o i 450 450 500 520
5000 m/z 58.00 16.73%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0 440 4.60 4.80 5.00 5.20
m/z 41.05 8.94%
5000 41.0
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.40 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\

Data File : BF089886.D

Aca On : 24 Aug 2016 20:27

Operator : UM/SJ

3?22 le H4577-09 GW-MW05-081816
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 4 unknown6.43 Concentration Rank 2

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

6.43 66.17 ng 7484810 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 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10

Abundance Scan 424 (6.433 min): BF089886.D (-421) (-) m/z 132.00 100.00%
132.0
5000
68.1
wo || %0 oo 650 G0 68 ok
0...4M.HW:J..“...“...,”-.,”..,”..,.”.,.”.,.” m/z 134.00 35.50%
m/z--> 40 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR R B R
6.00 6.20 6.40 6.60 6.80
310 510 m/z 68.10 31.94%
oL ‘ H\ l|H|||l||‘|||||||‘lll|ll ‘. R A WAL a s s
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
6.00 620 6.40 6.60 6.80
5000 67.0 m/z 66.00 19.67%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil MRS MR § EEMNEE M M
132.0 6.00 6.20 6.40 6.60 6.80
m/z 96.00 12.74%
5000
105.0
0 510 770 159.0 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 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\BF082416\

Data File : BF089886.D

Aca On : 24 Aug 2016 20:27

Operator : UM/SJ

3?22 le H4577-09 GW-MW05-081816
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.74 2.32 ng 411363 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 68
Abundance Scan 888 (11.736 min): BF089886.D (-885) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.1
97.1 213.2
u“ 1571 1851 256.2 11.40 11.60 11.80 12.00
o} m/z 60.00 80.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0 U DAL SO U RO
83.0 11.40 11.60 11. 80 12. 00
‘ 1570 1gso 2130 2560 | M/Z 43.05  74.93%
0 AR I‘ﬂ' Al .‘l‘.‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 1140 1160 11.80 12.00
5000 129.0 m/z 57.05 65.17%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid e AR aa e
73.0 11.40 11.60 11.80 12.00
43.0 m/z 55.05 58.66%
5000 129.0
185.0 228.0
N |
OIII‘I\III‘H‘I\‘HIII‘HI\ M‘\ |“|‘|||‘||||1|6|6||0|||||‘||||||||||||||| R R REEEE B
miz-> 20 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\

Data File : BF089886.D

Aca On : 24 Aug 2016 20:27

Operator : UM/SJ

3?22 le H4577-09 GW-MW05-081816
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.52 3.31 ng 490173 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Pentadecane 212 C15H32 000629-62-9 59

Abundance Scan 957 (12.525 min): BF089886.D (-954) (-) m/z 73.00 100.00%

73.0
43.0
5000 '

12.20 12.40 12.60 12.80

0 m/z 60.00 74.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 e

12.20 12,40 12.60 12.80
m/z 57.10 73.97%

NI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 | 73.0
R e B
12.20 12.40 12.60 12.80
5000 129.0 m/z 43.05 73.27%
97.0 199.0
157.0 242.0
0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39469: n-Decanoic acid R EEERR RS S
60.0 12.20 12.40 12.60 12.80
m/z 55.05 60.41%
5000
129.0
29.0
L b 1720
N P Y e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082416\

Data File : BF089886.D

Acg On I 24 Aug 2016 20:27

Operator : UM/SJ

3?22 le H4577-09 GW-MWO05-081816
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081916_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... 4.79 5.9 ng 667856 1 6.66 2262330 20.0
unknown6 .43 6.43 66.2 ng 7484810 1 6.66 2262330 20.0
n-Hexadecanoic acid 11.74 2.3 ng 411363 4 11.18 3544500 20.0
Octadecanoic acid 12.52 3.3 ng 490173 5 13.82 2963270 20.0
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