LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073016\

Data File : BG023349.D

Acq On = 30 Jul 2016 1:14 Instrument :

Operator : UM/SJ (B.‘,'I\!A_(tSS el
- _ lentosampleld :

3?22'6 : H4176-18 GW-36-6.5-15.0

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG072616_-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 height area % max. total

3.472 102 108 119 rBV 344912 584691 5.18% 0.961%
5.193 395 401 411 rBV 524678 811808 7.19% 1.335%
rBV 1963493 3248229 28.75% 5.340%
7.290 751 758 770 rBV 1590841 2834776 25.09% 4._.660%
7.660 811 821 830 rBV 2629785 4720148 41.78% 7.760%
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8.136 894 902 909 rBV 562673 967223 8.56% 1.590%
8.465 950 958 965 rBV 1858749 3339384 29.56% 5.490%
9.317 1094 1103 1114 rBV 1867463 3443288 30.48% 5.660%
10.974 1376 1385 1393 rBVY 866116 1564211 13.85% 2.571%
13.423 1794 1802 1815 rBVY 5069889 8251635 73.05% 13.565%

=
QO ~NO®

11 14.246 1936 1942 1948 rBV 184014 280463 2.48% 0.461%
12 14.804 2031 2037 2047 rBV2 1445441 2404345 21.28% 3.953%
13 16.302 2285 2292 2303 rBV 4519422 7303272 64.65% 12.006%
14 17.571 2501 2508 2517 rBV 1825352 2895196 25.63% 4_.759%
15 18.440 2651 2656 2665 rBvV2 174307 316351 2.80% 0.520%

16 19.709 2868 2872 2879 rBV 209857 306975 2.72% 0.505%
17 20.179 2946 2952 2962 rBV 8220333 11296421 100.00% 18.570%

18 21.888 3236 3243 3252 rVB 1858925 3194366 28.28% 5.251%
19 25.295 3812 3823 3835 rBV2 1013961 3067340 27.15% 5.042%

Sum of corrected areas: 60830122
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73016\

Data File : BG023349.D

Acq On : 30 Jul 2016 1:14

Operator : UM/SJ

ﬁ?ggle i H4176-18 GW-36-6.5-15.0
ALS Vial :© 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023349.D
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8000000 20118

6000000
13.42
16.30

4000000

17.57 21.89
2000000 14.80

14.25 L 18.44 19.71
O A B B LN B o BN B S o e A BT

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG023349.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73016\

Data File : BG023349.D

Acg On : 30 Jul 2016 1:14

Operator : UM/SJ

ﬁ?ggle i H4176-18 GW-36-6.5-15.0
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.19 16.79 ng 811808 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 50
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 400 (5.187 min): BG023349.D (-395) (-) m/z 43.05 100.00%
a3
5000
T i50 5bo 520 540 580
Ol 482, 138164191220 262 %6 427 A% | 'm/z 59.05 67.47%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AN RS RN

480 5.00 5.20 5.40 5.60
m/z 101.05 20.63%

15 ‘ 101
0 ‘ - \‘
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
R e AR R
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.05 17.21%
101
15 73
okt~
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4485: Propane, 2-ethoxy-2-methyl- R e e A RRERE
59 4.80 5.00 5.20 5.40 5.60
m/z 41.05 7.08%
5000
87
29
0,.1...| L LA e e e e e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO073016\
Data File : BG023349.D

Acq On : 30 Jul 2016 1:14

Operator : UM/SJ

Sample : H4176-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
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 unknown7.66 Concentration Rank 1

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

7.66 97.60 ng 4720150 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 13
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 821 (7.660 min): BG023349.D (-811) (-) m/z 132.05 100.00%
132
68
5000
w0 | P 740 7.60 7.80 8.00
obibh lo L 193 245 328355 405432 53| m/z 68.05 54.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U SR UL IR
7.40 7.60 7.80 8.00
31 m/z 66.05 34._71%
O.MJHw.J”..“.....” e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.05 34_37%
69
3 103
o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine S REEEEmE
132 7.40 7.60 7.80 8.00
m/z 69.05 22 .90%
5000
105
O'JJf”L'u'“'l"“ NI L S S DL BRI UL B R SR UL IR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73016\

Data File : BG023349.D

Acg On : 30 Jul 2016 1:14

Operator : UM/SJ

ﬁ?ggle i H4176-18 GW-36-6.5-15.0
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
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-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.44 2.19 ng 316351 Phenanthrene-d10 17.57
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 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Docosanoic acid 340 C22H4402 000112-85-6 53
Abundance Scan 2656 (18.440 min): BG023349.D (-2651) (-) m/z 73.05 100.00%
a3 P
5000
6 s s 43 18120 1840 12,60 1380
0! m/z 60.05 85.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
0
5000 129
83 18.20 18.40 18.60 18.80
157 1g5 213 256 m/z 43.05 80.56%
0 O'”'HMJ'MHJ'“'|”"'|""|""|""|
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
a3 73
18.|20 18.I40 18.|60 18.|80
5000 m/z 57.05 76.32%
129
97 171 214
e s U L UL W A UL WL B W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95855: Pentadecanoic acid B HLALL m o e n B e e
43 73 18.20 18.40 18.60 18.80
m/z 41.05 61.04%
5000 129
199 242
L
0 "w'J"|”"'|""|"”|""|""|' R BRI DU BN SR
m/z--> 50 100 150 200 250 300 350 400 450 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73016\

Data File : BG023349.D

Acg On : 30 Jul 2016 1:14

Operator : UM/SJ

ﬁ?ggle i H4176-18 GW-36-6.5-15.0
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.71 2.12 ng 306975 Phenanthrene-d10 17.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2872 (19.709 min): BG023349.D (-2868) (-) m/z 73.05 100.00%
a3 P
5000
284 19,40 19.60 19.80 20.00
Ol 35341 38 m/z 60.05 81.12%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid
43,73
5000 129
19.40 19.60 19.80 20.00
mﬁg 185 241 g4 m/z 43.15 79.71%
[o) ‘l‘ ‘:““:Ml“ ‘:““huul‘u‘lls‘?:‘ |“| \Izll?\l ‘l — L B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
19.40 19.60 19.80 20.00
5000 m/z 57.05 75.02%
129
256
101 | 157185213
O
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4%0 560
Abundance #95855: Pentadecanoic acid AL B B L e
19.40 19.60 19.80 20.00
m/z 55.05 71.75%
5000
0 ot A S LA, e
m/z--> 50 100 150 200 250 300 350 400 450 500 19.'40 19.|60 19.|80 20.'00 !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73016\

Data File : BG023349.D

Acg On : 30 Jul 2016 1:14

Operator : UM/SJ

ﬁ?ggle i H4176-18 GW-36-6.5-15.0
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .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... 5.19 16.8 ng 811808 1 8.14 967223 20.0
unknown7 .66 7.66 97.6 ng 4720150 1 8.14 967223 20.0
n-Hexadecanoic acid 18.44 2.2 ng 316351 4 17.57 2895200 20.0
Octadecanoic acid 19.71 2.1 ng 306975 4 17.57 2895200 20.0
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