LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO051215\

Data File : BG017089.D

Aca On : 12 May 2015 18:52 Instrument :
Operator : TP/1Z ?:II\:gﬁ(t;Sam ol
a?zgle 62194-20 Tu012-TW-0p3
ALS Vial : 6 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-BG050515.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

2.812 14 21 30 rBv2 149231 282422 7.97% 1.919%
2.888 30 34 47 rVB 312509 455057 12.85% 3.091%
rvB 21749 35983 1.02% 0.244%
5.314 441 447 453 rBvY 348424 506592 14.30% 3.442%
6.913 713 719 726 rBV 222610 349069 9.85% 2.371%
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6 7.259 771 778 786 rBV 667647 1025553 28.95% 6.967%
7 7.718 849 856 862 rVB 151339 231818 6.54% 1.575%
8 8.035 903 910 918 rBV 569674 918351 25.93% 6.239%
9 8.875 1046 1053 1061 rBV 509359 810698 22.89% 5.507%
10 10.508 1321 1331 1339 rBV 182337 299509 8.46% 2.035%
11 12.718 1701 1707 1715 rBV3 31825 49143 1.39% 0.334%

12 12.988 1744 1753 1761 rBV 1250330 1840516 51.96% 12.503%
13 14.369 1982 1988 1996 rBv2 281808 412743 11.65% 2.804%
14 15.861 2234 2242 2248 rBV 1356042 1875121 52.94% 12.739%
15 17.112 2449 2455 2461 rBV2 410055 568109 16.04% 3.859%

16 19.745 2897 2903 2911 rBV 2955017 3542137 100.00% 24.063%
17 21.214 3148 3153 3158 rBV2 40702 54542 1.54% 0.371%
18 21.296 3162 3167 3171 rVV 548950 669855 18.91% 4_.551%
19 22.483 3365 3369 3374 rBV3 83091 130560 3.69% 0.887%
20 23.564 3546 3553 3563 rVB2 362913 662281 18.70% 4._.499%

Sum of corrected areas: 14720059
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG051215\

BG017089.D

12 May 2015 18:52

TP/1Z

G2194-20

6 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000 289

2.81

TIC: BG017089.D

7.26

531

4.83 A

6.91

8.03 8.88

7.72

10.51

0rlig

Time-->

3.00

500 550 6.00 650 7.00 7.50

3.50

4.00 4.50

8.00 850 9.00

I T I
9.50 10.00 10.5

0 11.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG017089.D

12.99 15.86

14.37

12.72

17.11

19

74

0

Time-->

A
LINLENN N S N S B R B S B N N L B B B D N B B N B B N B B D N B B B B B

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG017089.D

21.30
23.56

21.

1

22.48
N

0
Time-->

21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017089.D

Aca On : 12 May 2015 18:52

Operator : TP/1Z

Sample : 62194-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.89 39.26 ng 455057 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 56
3 2-Methvl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
4 Butanoic acid. 2-hvdroxv-2-methy... 132 C6H1203 032793-34-3 23
5 Acetic acid, (acetyloxy)- 118 C4H604 013831-30-6 12

Abundance Scan 34 (2.888 min): BG017089.D (-30) (-) m/z 73.05 100.00%

B
43
5000

280 300 3.20
0 ,JLJ.‘.,l.l.G..,...."[0.7...,.?5.‘1.,.?2]8.,....39,9....7“?0. m/z 43.00 53.49%

m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #4386: Butane, 2-methoxy-2-methyl-
73

5000 T T T L B B
280 300 3.20

m/z 87.10 30.52%

0....,...w....,...w....,...w....,....“...,..
m/z--> 0 100 150 200 250 300 350 400 450
Abundance
73
M 280 300 3.0
5000 m/z 55.05 27.87%
15 97
oy
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7316: 2-Methyl-5-hexen-3-ol = e
73 2 80 3. 00 3.20

m/z 41.00 18.43%

43
5000
15 j
o!

m/z--> 0 50 100 150 200 250 300 350 400 450 2 80 3. 00 3 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017089.D

Aca On : 12 May 2015 18:52

Operator : TP/1Z

Sample : 62194-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 6

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

4.83 3.10 ng 35983 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2-Hexanol. 2.3-dimethvl- 130 C8H180 019550-03-9 12
4 3-Hexanol 102 C6H140 000623-37-0 12
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 12

Abundance Scan 365 (4.833 min): BG017089.D (-358) (-) m/z 43.00 100.00%
43
5000
101
R R R R R
73 147 186 297 370 440 4.60 4.80 5.00 5.20
ol B, | e A6 AT M0 /7 59.10  59.59%
m/z--> 50 100 150 200 250 300 350
Abundance #7949: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
440 4.60 4.80 5.00 5.20
m/z 101.00 28.45%
‘ 101
0= erl'?%"l""l' URRE UL SRS UL L
m/z--> 50 100 150 200 250 300 350
Abundance
43
440 4.60 4.80 5.00 5.20
5000 m/z 58.00 14.57%
101
o 15 73
m/z--> 50 100 150 200 250 300 350
Abundance #13272: 2-Hexanol, 2,3-dimethyl-
59 440 4.60 4.80 5.00 5.20
m/z 39.00 13.14%
5000
3
83 115
OulsuluﬁjlLluuluuuuluuuuluuuu —
m/z--> 50 100 150 200 250 300 350 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017089.D

Aca On : 12 May 2015 18:52

Operator : TP/1Z

Sample : 62194-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.26 Concentration Rank 1

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

7.26 88.48 ng 1025550 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 38
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 778 (7.259 min): BG017089.D (-771) (-) m/z 132.00 100.00%
132
5000 68
40 9% HARA IR I L
7.00 7.20 7.40 7.60
0 bl A 182207233 809 47 "m/z 68.00 40.57%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 AR I I L
69 7.00 7.20 7.40 7.60
39 m/z 66.00 36.77%
‘“ 103
OII‘l‘”\\ih‘wlml\‘\l‘Iw\lmlIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
R AR AR R
7.00 7.20 7.40 7.60
5000 67 m/z 134.00 31.31%
103
R B 0 L L L AL B O
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13679: 5-Fluoro-2-chloropyrimidine e B my ma
132 7.00 7.20 7.40 7.60
m/z 69.00 21.90%
5000
33 105
Rl
0"“rb“*W'"'I""I""P"'I""I""I'”'I""I' HASA I I L
m/z--> 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017089.D

Aca On : 12 May 2015 18:52

Operator : TP/1Z

Sample : 62194-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Hexenoic acid, 5-hydroxy-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.72 2.38 ng 49143 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexenoic acid. 5-hvdroxv-2-met... 144 C7H1203 110678-36-9 59
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 59
3 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 56
4 Cvclohexanecarboxvlic acid. 2-te... 212 C12H2003 1000279-85-7 47
5 Butyric acid, 2-tridecyl ester 270 C17H3402 055193-07-2 47

Abundance Scan 1707 (12.718 min): BG017089.D (-1701) (-) m/z 42.95 100.00%

43 71

5000

12.40 12.60 12.80 13.00

129143157 173

01 m/z 71.00 84 .57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19878: 3-Hexenoic acid, 5-hydroxy-2-methyl-, [r*,R*-(E)]-
43 71
5000
12.40 12.60 12.80 13.00
m/z 41.00 39.27%
? 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
43
12.40 12.60 12.80 13.00
5000 m/z 56.10 33.67%
56
27

) 89 111157143150173 198 215 243

Tr’wmwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...

12.40 12.60 12.80 13.00
m/z 82.95  23.51%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017089.D

Aca On : 12 May 2015 18:52

Operator : TP/1Z

Sample : 62194-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.48 3.94 ng 130560 Perylene-di12 23.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 87
2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 86
3 Saualene 410 C30H50 007683-64-9 78

4 Acetic acid. 4-acetoxv-3-(3.7.11...
5 2,6,10,14-Hexadecatetraenoic aci...

398 C25H3404
332 C22H3602

1000193-98-7 78
024035-35-6 78

Abundance Scan 3369 (22.483 min): BG017089.D (-3365) (-)
60
5000{  ,;
09137
0 L i uﬂ ],l 178209 255285315343 378 417 475 529
poee : -

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #158521: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 a1
REENE \“M H\‘MJ163191 231 273300 341367 410
REEme R e e R A SRR AN E s
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69
5000 41
111
o 149 192 31 273 315 356384
T T T T e T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #158504: Squalene
60
5000, 4
137
o ULl 299 63101 231 273 341367 410
TR FY SN oS Y C R ST

m/z--> 0 50 100 150 200 250 300 350 400 450 500

m/z 69.05 100.00%

22.20 22.40 22.60 22.80

m/z 81.05 40.56%

22.20 22.40 22.60 22.80

m/z 41.00 36.85%

22.20 22.40 22.60 22.80

m/z 67.00 18.06%

22.20 22.40 22.60 22.80

m/z 68.00 15.98%

22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051215\
Data File : BG017089.D

Acq On : 12 May 2015 18:52

Operator : TP/1Z

Sample : G2194-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.89 39.3 ng 455057 1 7.72 231818 20.0
2-Pentanone, 4-hy... 4.83 3.1 ng 35983 1 7.72 231818 20.0
unknown? .26 7.26 88.5 ng 1025550 1 7.72 231818 20.0
3-Hexenoic acid, ... 12.72 2.4 ng 49143 3 14.37 412743 20.0
2,6,10,14,18,22-T... 22.48 3.9 ng 130560 6 23.56 662281 20.0
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