LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082982.D

Acq On : 17 Nov 2015 23:01

Operator : UM/1Z

Sample - G4407-01

Misc :

ALS Vial : 13 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-BF110715.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 4.899 241 246 249 rBVY 780150 990719 16.79% 2.654%
2 5.356 284 286 288 rBV 2407166 2264951 38.38% 6.069%
3 6.396 375 377 379 rBV 1709498 1390046 23.55% 3.724%
4 6.522 385 388 391 rBvV 3851707 3653169 61.90% 9.788%
5 6.750 406 408 411 rBV 1206026 986335 16.71% 2.643%

6.910 419 422 424 rBV 4117922 3550908 60.17% 9.514%
7.322 455 458 460 rBV 3243467 3551122 60.17% 9.515%
1231600 1238154 20.98% 3.317%
9.116 612 615 618 rBV 4391071 5163947 87.50% 13.836%
9.516 648 650 651 rBvY 116486 110939 1.88% 0.297%
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11 9.791 671 674 676 rBV 1672789 1420806 24.07% 3.807%
12 10.579 740 743 746 rBV 3480863 3342631 56.64% 8.956%
13 11.265 801 803 806 rBV 1247035 1349838 22.87% 3.617%
14 12.065 871 873 876 rVB 67218 66881 1.13% 0.179%
15 12.865 940 943 945 rBV 5407619 5901788 100.00% 15.813%

16 13.780 1021 1023 1031 rBV6 25024 65392 1.11% 0.175%
17 13.894 1031 1033 1036 rBV 918434 1251942 21.21% 3.354%

18 14.762 1106 1109 1111 rBV 106397 138377 2.34% 0.371%
19 15.300 1153 1156 1158 rBV 597988 884855 14.99% 2.371%

Sum of corrected areas: 37322800
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF111715\

BF082982.D

17 Nov 2015 23:01

ums1z

G4407-01

13 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082982.D

Acq On : 17 Nov 2015 23:01

Operator : UM/I1Z

Sample - G4407-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 20.09 ng 990719 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

Abundance Scan 246 (4.899 min): BF082982.D (-241) (-) m/z 43.05 100.00%
43
59
5000
1o 460 480 500 520
I /X 1 NN < RSN N R (-7 - S S0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 17.17%
15 31 101
0 \ 25,70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520
5000 m/z 58.10 14 .45%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e R e
59 460 4.80 5.00 5.20
m/z 41.10 9.15%
5000 41
31
| ® g
0 "'I'}é'l'"'I""I""I??"I""I""I""I"'%%""I' B REE LARAE SRS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082982.D

Acq On : 17 Nov 2015 23:01

Operator : UM/I1Z

Sample - G4407-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.52 Concentration Rank 1

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

6.52 74.08 ng 3653170 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 388 (6.522 min): BF082982.D (-385) (-) m/z 132.10 100.00%
68
5000
40 | 7 ¥ 104 620 640 6.60 680
o..,....,....I'!.‘.‘?,'!..‘,3%!.'.,..'..,..f.‘?,....,.'.'..,.1.1?.,...., | M- m/z 68.10 54.28%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IBESARBU AR NN SRR
6.20 6.40 6.60 6.80
2 78 m/z 66.10 33.72%
38
0“|“'wt“Wwl“JL'w'”h'“'w'“l“'w'“'w'“l”'w‘“'"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
SRS RARSS AR RS
6.20 6.40 6.60 6.80
5000 m/z 134.10 33.24%
33 44 o g7 105
o 51 60 8 g6 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2742: 2-Cyclohexen-1-one e e
68 6.20 6.40 6.60 6.80
m/z 69.10 21.65%
5000
39 96
27
55
O'W'”MP'”LL?a”L'P"I“”?%'W'”'P'”I”'W'”'P'”I” IBESAEBE AR RS SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082982.D

Acq On : 17 Nov 2015 23:01

Operator : UM/I1Z

Sample - G4407-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.76 3.13 ng 138377 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 91
2 Squalene 410 C30H50 007683-64-9 91
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 90
4 .psi.,.psi.-Carotene, 7,7",8,8",... 547 C40H66 000502-62-5 83
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 83

Abundance Scan 1109 (14.762 min): BF082982.D (-1106) (-) m/z 69.10 100.00%

69
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41

95 137 L AL e e O

14. 40 14 60 14. 80 15. OO
ol Ludad g res ol 231 oer s g1.05  58.19%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69

5000:
14.40 14.60 14.80 15.00
41 m/z 41.10 22.15%

95
0 ‘ ! H‘\\\\\\\\H\ 175 203 231 273 209 341 367 410
R R I i S SRR L e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69

14. 40 14 60 14. 80 15.00

5000 m/z 95.10 15.41%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- A o
69 14.40 14.60 14.80 15.00
a1 m/z 68.10 12.28%
5000
95 123 149
IR o NN B NENUUO SN | N YO
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082982.D

Acq On : 17 Nov 2015 23:01

Operator : UM/1Z

Sample - G4407-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.90 20.1 ng 990719 1 6.75 986335 20.0
unknown6 .52 6.52 74.1 ng 3653170 1 6.75 986335 20.0
2,6,10,14,18,22-T... 14.76 3.1 ng 138377 6 15.30 884855 20.0
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