LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072816\

Data File : BG023314.D

Aca On - 28 Jul 2016 19:46 Instrument :

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

3?22'6 : H4205-09 GW-42-6.1-15.0

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:\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 heiaht area % max. total
1 5.193 396 401 409 rBV 134414 209290 1.56% 0.307%
2 5.669 476 482 492 rBV 1923021 3176947 23.61% 4 .665%
3 7.285 748 757 768 rBVY 1686650 3017369 22.42% 4_.431%
4 7.661 810 821 831 rBVY 2807236 5036945 37.43% 7.397%
5 8.136 894 902 908 rBV 606278 1052761 7.82% 1.546%

8.460 949 957 966 rBvV 2272573 4053980 30.13% 5.953%
9.311 1092 1102 1111 rBV 2065917 3814789 28.35% 5.602%
10.974 1376 1385 1393 rBV 914533 1681587 12.50% 2.469%
13.423 1789 1802 1811 rBVY 5867079 9455847 70.27% 13.886%
14.252 1937 1943 1950 rBV 155902 251121 1.87% 0.369%

=
QO ~NO®

11 14.810 2031 2038 2047 rVB3 1518437 2553260 18.97% 3.750%
12 15.773 2195 2202 2206 rBvV2 115352 189763 1.41% 0.279%
13 16.308 2285 2293 2308 rBV 5084533 8234169 61.19% 12.092%
14 17.571 2501 2508 2515 rBV2 2141580 3305627 24.57% 4 _.854%
15 19.715 2869 2873 2882 rBV2 95863 196286 1.46% 0.288%

16 19.856 2892 2897 2904 rVB 529200 607782 4._.52% 0.893%
17 20.179 2946 2952 2959 rBV 9703165 13456086 100.00% 19.760%
18 20.901 3070 3075 3080 rBV 430759 482264 3.58% 0.708%
19 21.894 3236 3244 3252 rBV2 2111490 3668242 27.26% 5.387%
20 25.296 3812 3823 3837 rBV3 1166713 3651880 27.14% 5.363%

Sum of corrected areas: 68095995
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG072816\

Data File : BG023314.D

Aca On - 28 Jul 2016 19:46

Operator : UM/SJ

ﬁ?ggle i H4205-09 GW-42-6.1-15.0
ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG072616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023314.D
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4000000

7.66
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2000000 5.67 7.28 9.31
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Time--> 300 3.50 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023314.D
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Abundance TIC: BG023314.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072816\

Data File : BG023314.D

Aca On - 28 Jul 2016 19:46

Operator : UM/SJ

ﬁ?ggle i H4205-09 GW-42-6.1-15.0
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG072616._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.

5.19 3.98 ng 209290 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Hvdrazine. 1l.l1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
3 Tetraalvme 222 C10H2205 000143-24-8 23
4 4-Ethvl-3-octanol 158 C10H220 019781-26-1 17
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 17

Abundance Scan 400 (5.187 min): BG023314.D (-396) (-) m/z 43.05 100.00%
43.0
5000
o 4ho 500 520 540 560
Ot L 1479 20782407 2951 3454 8991 sz 59.05  60.97%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RS RS AR

480 5.00 5.20 5.40 5.60
m/z 101.05 19.62%

‘ 101.0
N
mz--> 0 50 100 150 200 250 300 350 400
Abundance
59.0
IIIIAIIIIIIIIIAIIIIIIIIIII
4.80 5.00 520 5.40 5.60
5000 1010 m/z 58.05 16.29%
27.0
Ot T T T T T T
mz--> 0 50 100 150 200 250 300 350 400
Abundance #78615: Tetraglyme
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 6.48%
5000
103.0
28,0
s Y 7
mz--> 0 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40 5.60

8270-BG072616.-M Fri Jul 29 14:34:49 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072816\

Data File : BG023314.D

Aca On - 28 Jul 2016 19:46

Operator : UM/SJ

ﬁ?ggle i H4205-09 GW-42-6.1-15.0
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG072616._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 unknown7.66 Concentration Rank 1

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

7.66 95.69 ng 5036950 1,4-Dichlorobenzene-d4 8.14
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 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 12

Abundance Scan 821 (7.661 min): BG023314.D (-810) (-) m/z 132.05 100.00%
130.1
68.0
5000
7.40 7.60 7.80 8.00
Ol gl .l,l. 2070 2669 8279 4188 9260 "m/z 68.05 53.03%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 U UL UL IR
7.40 7.60 7.80 8.00
‘ m/z 66.05 33.90%
OI”wakak'hl'”'l”"P"W"”I'”'I”"P"W"”
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 133.95 33.65%
66.0
O}ﬁq'ﬁ"W"”l'”'l”"P"W"”I'”'I”"P"W"”
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl- e
132.0 7.40 7.60 7.80 8.00
m/z 69.05 23.28%
5000
15.0 63.0
OII'I‘Ial.IIijI)IIHILII‘I T

|
200

T T |
m/z--> 0 50 100 150 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072816\

Data File : BG023314.D

Aca On - 28 Jul 2016 19:46

Operator : UM/SJ

ﬁ?ggle i H4205-09 GW-42-6.1-15.0
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG072616._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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.86 3.31 ng 607782 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 45
3 Butvl 4.8.12-trimethvl-tridecanoate 312 C20H4002 1000336-63-2 42
4 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 30
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 27

Abundance Scan 2898 (19.862 min): BG023314.D (-2892) (-) m/z 56.05 100.00%
56.0
5000 057
J 129.1
171 213 2 l 19.60 19.80 20.00 20.20
| “ il WRE ol 3121 38664308 4944 hs7  57.05  59.81%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #154930: Hexadecanoic acid, buty| ester
56.0
5000
2570 19.60 19.80 20.00 20.20
ngo ' m/z 43.05 41 .29%
diso |y, wmozao) w20
miz--> 0 o oo 150 200 250 300 350 400 450
Abundance
57.0
11960 19.80 20.00 20.20
5000 m/z 55.05 37.84Y%
239.0
0 18.0 129.0 171.0 312.0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #154959: Butyl 4,8,12-trimethyl-tridecanoate P T T TS
56.0 129.0 19.60 19.80 20.00 20.20
m/z 257.20 35.56%
5000
0 I SN SN
miz--> 0 50 100 150 200 250 300 350 400 450 1960 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG072816\
Data File : BG023314.D

Aca On 28 Jul 2016 19:46

Operator : UM/SJ

Sample = H4205-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

> Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid, butyl ester

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.90 2.63 ng 482264 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 72
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 46
3 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 38
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 35

Abundance Scan 3075 (20.901 min): BG023314.D (-3070) (-) m/z 56.05 100.00%
5000 AA
129.1 i e A
185.1 241.1 20.60 20.80 21.00 21.20
o 340.3 40114463 4913 7757 05 55.23%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #177148: Octadecanoic acid, butyl ester
56.0
5000
285.0 3400 20.60 20.80 21.00 21.20
129.0 m/z 43.10 40.10%
| 2550 240
0 ...‘.‘lu‘“l‘.‘m‘.““l‘.‘“‘...‘luu‘.‘.luu‘..‘luuu‘.‘luuuuluuuul....|....|.
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
20,60 20.80 21.00 21.20
5000 m/z 55.05 33.17%
285.0
Jhs.0 1290 1850 2410 340.0
mz-> 0 §o 160 1%0 260 2éo 360 3%0 460 4%0 560
Abundance #81262: Pentadecane, 8-methylene- e e
56.0 20.60 20.80 21.00 21.20
m/z 41.05 31.60%
B M'J\/\/\'w
7.0
A [ 1400161 0 2240
mz-> 0 5'0 1(')0 1&1;0 200 25'30 3c')o 3&1,0 4(')0 4&'30 5(')0 20.|60 20.|80 21.'00 21.'20 !

8270-BG072616-M Fri

Jul 29 14:34:51 2016

GW-42-6.1-15.0
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO72816\

Data File : BG023314.D

Acg On : 28 Jul 2016 19:46

Operator : UM/SJ

ﬁ?ggle i H4205-09 GW-42-6.1-15.0
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .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... 5.19 4.0 ng 209290 1 8.14 1052760 20.0
unknown7 .66 7.66 95.7 ng 5036950 1 8.14 1052760 20.0
Hexadecanoic acid... 19.86 3.3 ng 607782 5 21.89 3668240 20.0
Octadecanoic acid... 20.90 2.6 ng 482264 5 21.89 3668240 20.0
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