LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072316\

Data File : BF089237.D

Acq On : 23 Jul 2016 15:03 Instrument :

Operator : UM/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : H4120-11 GW-08-6.0-15.0

ALS Vial : 38 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_F\METHODS\8270-BF072016 .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
1 1.713 9 11 27 rvB 368192 660050 41.35% 5.404%
2 1.976 27 34 72 rVB 771276 1532817 96.03% 12.549%
3 4_707 270 273 276 rBV 442616 630423 39.50% 5.161%
4 5.165 311 313 343 rBY 268104 408126 25.57% 3.341%
5 6.227 405 406 414 rBv 222724 334428 20.95% 2.738%

6.342 414 416 432 rVB 634650 721904 45.23% 5.910%
6.582 435 437 443 rBvY 173441 263618 16.52% 2.158%
6.730 448 450 460 rVB 944617 945129 59.21% 7.738%
7.153 484 487 503 rBvV 500890 843705 52.86% 6.907%
7.862 547 549 560 rBV 352760 391397 24.52% 3.204%

=
QO ~NO®

11 8.948 641 644 646 rBV 1044603 1596204 100.00% 13.068%
12 9.336 676 678 687 rVB 49576 64309 4._.03% 0.527%
13 9.611 699 702 704 rBV 364479 440766 27.61% 3.609%
14 10.388 768 770 781 rBvV2 386365 521305 32.66% 4.268%

15 10.971 819 821 827 rBV 26953 38813 2.43% 0.318%
16 11.085 829 831 835 rvv 398130 448698 28.11% 3.674%
17 11.154 835 837 841 rVvB3 10110 21801 1.37% 0.178%
18 11.394 857 858 861 rvB 19327 23174 1.45% 0.190%
19 11.657 877 881 883 rBvV 15007 22026 1.38% 0.180%
20 12.502 953 955 958 rBV 41023 46287 2.90% 0.379%
21 12.662 967 969 972 rBV 1105287 1528495 95.76% 12.514%
22 13.211 1014 1017 1018 rBV 28224 29611 1.86% 0.242%
23 13.577 1047 1049 1056 rBV 23957 51829 3.25% 0.424%

24 13.703 1058 1060 1068 rVvVv 357174 381959 23.93% 3.127%
25 15.040 1175 1177 1184 rBV 189982 267535 16.76% 2.190%

Sum of corrected areas: 12214409
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\

Data File : BF089237.D

Acg On : 23 Jul 2016 15:03

Operator : UM/SJ

ﬁ?ggle i H4120-11 GW-08-6.0-15.0
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089237.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\

Data File : BF089237.D

Acg On : 23 Jul 2016 15:03

Operator : UM/SJ

ﬁ?ggle i H4120-11 GW-08-6.0-15.0
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.71 47.83 ng 630423 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 273 (4.707 min): BF089237.D (-270) (-) m/z 43.10 100.00%

43
59
5000
101

440 460 480 5.00
83
o...,....,....,....','::..?.1.4.',...‘??....,.~...,....~,....,....,....,....,...., m/z 59.10 62.17%

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
5000 59

440 4.60 4.80 5.00
m/z 101.10 22.23%

3‘1 83 931C‘)1
O T T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
R R RARREEEEEE
4.40 4.60 4.80 5.00
5000 a1 m/z 58.10 15.52%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43 4.40 4.60 4.80 5.00

m/z 41.10 9.61%

5000
101
15 58
S - N7

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\

Data File : BF089237.D

Acg On : 23 Jul 2016 15:03

Operator : UM/SJ

ﬁ?ggle i H4120-11 GW-08-6.0-15.0
ALS Vial : 38 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.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 unknown6.34 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.34 54_.77 ng 721904 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 416 (6.342 min): BF089237.D (-414) (-) m/z 132.00 100.00%
5000 68
96 S SR NASE RRE SLRE
40 g 7 J 6.00 6.20 6.40 6.60
ol L8 e m/z 68.10 45.89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 L
104
5000 S SRR NRARE RRE SLRE
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 32.29%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
600 620 640 6.60
5000 m/z 66.10 30.03%
33 aa o 105
60 80 115
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 18.86%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089237.D

Acq On : 23 Jul 2016 15:03

Operator : UM/SJ

Sample : H4120-11

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF072016.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexadecanoic acid, 1,1-dime... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.50 2.42 ng 46287 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 80
2 5-Methyl-2-hexanol, chlorodifluo... 228 C9H15CIF202 1000376-27-1 35
3 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32
4 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 27
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 27

Abundance Scan 955 (12.502 min): BF089237.D (-953) (-) m/z 56.10 100.00%
56
5000
73
97 129 TrryrrrryrrrprTrTrrrroroTT
3 185 239 257 12.20 12.40 12.60 12.80
o} m/z 57.10 62.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000
29 73 12.20 12.40 12.60 12.80
m/z 41.10 49 _47%
o \‘ Il ‘\ H‘ ok "1157 157 15 213 29 2‘737 281 312
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 260 300
Abundance
56
12.20 12.40 12.60 12.80
5000 m/z 43.10 44 _67%
83
99
o 29 129 157 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #81262: Pentadecane, 8-methylene-
12.20 12.40 12.60 12.80
m/z 55.10 37.00%
5000
125
ol 141 168 196 224

m/z--> 12.20 12.40 12.60 12.80

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\

Data File : BF089237.D

Acg On : 23 Jul 2016 15:03

Operator : UM/SJ

ﬁ?ggle i H4120-11 GW-08-6.0-15.0
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 7 Oxalic acid, allyl hexadecy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.58 2.71 ng 51829 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 86
2 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 86
3 17-Pentatriacontene 491 C35H70 006971-40-0 83
4 1-Hexadecanol 242 C16H340 036653-82-4 76
5 n-Heptadecanol-1 256 C17H360 001454-85-9 76
Abundance Scan 1049 (13.577 min): BF089237.D (-1047) (-) m/z 57.10 100.00%
57
83
5000
111 | Y A Y W
l 007 13.20 13.40 13.60 13.80
o || M/Z 43.10  94.17%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186646: Oxalic acid, allyl hexadecyl ester
4
5000
7 13.20 13.40 13.60 13.80
‘ 97 m/z 55.10 76.67%
oLl s eee
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57 o
13.20 13.40 13.60 13.80
5000 m/z 83.10 70.76%
125
29
o 153 182 210238266 311 412
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #234187: 17-Pentatriacontene , A R BEaEE R
43 13.20 13.40 13.60 13.80
m/z 71.10 64 .39%
5000 83
y 111
o | 139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 ' 13.20 13.40 13.60 13.80
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF072316\
BF089237.D

23

Jul 2016 15:03

UM/SJ
H4120-11

38

Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

RT EstConc

2-Pentanone, 4-hy... 4.71 47.8
unknown6 .34 6.34 54.8
Hexadecanoic acid... 12.50 2.4
Oxalic acid, ally... 13.58 2.7

Units Response

ng 630423
ng 721904
ng 46287
ng 51829

8270-BF072016.M Mon Jul 25 17:19:16 2016

|--Internal Standard---|
Resp Conc]

|# RT

263618
263618
381959
381959

GW-08-6.0-15.0
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