LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112615\
Data File : BF083324.D

Aca On : 26 Nov 2015 17:35

Operator : UM/I1Z

Sample : 6G4539-06

Misc :

ALS Vial : 47 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:\HPCHEM1I\BNA F\Methods\8270-BF112115.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 4.696 234 237 251 rBV 765104 1061255 23.20% 3.195%
2 5.176 277 279 289 rBVY 2021227 2328805 50.92% 7.012%
3 6.250 371 373 380 rBVY 1557461 1558886 34.08% 4.694%
4 6.364 380 383 385 rBVY 3686451 4051217 88.57% 12.198%
5 6.581 400 402 405 rBV 770511 947922 20.72% 2.854%

6.742 414 416 419 rBV 3410447 3421640 74.81% 10.303%
7.164 450 453 455 rBV 2801606 3219008 70.38% 9.693%
7.873 513 515 518 rBV 1117706 1083950 23.70% 3.264%
8.959 607 610 612 rBV 5147964 4573888 100.00% 13.772%
9.622 666 668 671 rBV 1206515 1058095 23.13% 3.186%

=
QO ~NO®

11 10.410 734 737 739 rBV 2448756 2356800 51.53% 7.096%
12 11.096 795 797 800 rBV 1143705 994546 21.74% 2.995%
13 11.645 843 845 855 rBvV2 28069 64774 1.42% 0.195%
14 12.365 905 908 912 rBV3 21320 58907 1.29% 0.177%
15 12.685 933 936 938 rBV 4458169 4292374 93.85% 12.925%

16 13.725 1024 1027 1029 rBV 843554 1161162 25.39% 3.496%
17 14.582 1099 1102 1104 rBV 88011 122884 2.69% 0.370%
18 15.074 1142 1145 1148 rBV 702436 854919 18.69% 2.574%

Sum of corrected areas: 33211032

8270-BF112115.M Fri Nov 27 10:13:58 2015 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112615\
Data File : BF083324.D

Aca On : 26 Nov 2015 17:35

Operator : UM/IZ

Sample : G4539-06

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\Methods\8270-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF083324.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112615\
Data File : BF083324.D

Aca On : 26 Nov 2015 17:35

Operator : UM/I1Z

Sample : 6G4539-06

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
470 22.39ng 1061260  1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202

3 2-Hexanol .
4 3-Hexanol.

2-methvl- 116 C7H160
4-methvl- 116 C7H160

5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

000540-88-5 39
000625-23-0 33
000615-29-2 33
001116-98-9 25

m/z 43.05 100.00%

|

4.40 460 480 500

m/z 59.10 53.76%

|

4.40 4.60 4.80 5.00

m/z 101.10 15.26%

|

4.40 4.60 4.80 5.00

m/z 58.10 13.69%

L

4.40 4.60 4.80 5.00

m/z 41.10 8.84%

L

Abundance Scan 237 (4.696 min): BF083324.D (-234) (-)
43
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37, 53, | 69 83
O B o o e B B L B i o o B o R I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
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5000
29 101
o 15 37 51 73 83 95
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Abundance #8116: 2-Hexanol, 2-methyl-
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-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112615\
Data File : BF083324.D

Aca On : 26 Nov 2015 17:35

Operator : UM/I1Z

Sample : 6G4539-06

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 unknown6.36 Concentration Rank 1

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

6.36 85.48 ng 4051220 1,4-Dichlorobenzene-d4 6.58
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 383 (6.364 min): BF083324.D (-380) (-) m/z 132.10 100.00%
5000 68
96 SRR SR L SR
40 54 - | 106 6.00 6.20 6.40 6.60
0 AN N - A | NN m/z 68.10  44.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SR L SR
6.00 6.20 6.40 6.60
2 51 m/z 134.10 33.43%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 640 660
5000 m/z 66.05 26.88%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl e
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 17.09%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112615\
Data File : BF083324.D

Aca On : 26 Nov 2015 17:35

Operator : UM/I1Z

Sample : 6G4539-06

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.58 2.87 ng 122884 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 83
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 000106-28-5 78
Abundance Scan 1102 (14.582 min): BF083324.D (-1099) (-) m/z 69.10 100.00%
6o
5000 “-A’vv--/~uf
T 14120 1440 14,60 14580 15,00
49 : : : :
o,....[,i. s st TW/z 81.10  51.60%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158504: Squalene
69
s000] 4 AR BRI B B
14:20 14.40 14.60 14.80 15.00
m/z 41.10 19.83%
o L HMF?%‘f‘ 191 231 273 341368 410
[rerrprrt SN N P N D e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
1420 14.40 14,60 14.80 15.00
5000 m/z 95.10 12.12%
41
137
o 109 191 231 273 341 410
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170954: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... A e R R
69 14.20 14.40 14.60 14.80 15.00
m/z 68.10 10.69%
5000
a1 137
0 [, do1 245273301 341368 409436 477504 546
mz-> 0 5'0 1(')0 150 200 250 300 350 400 450 500 séo 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112615\
Data File : BF083324.D

Acq On : 26 Nov 2015 17:35

Operator : UM/1Z

Sample - G4539-06

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\Methods\8270-BF112115_.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... 4.70 22.4 ng 1061260 1 6.58 947922 20.0
unknown6 .36 6.36 85.5 ng 4051220 1 6.58 947922 20.0
Squalene 14.58 2.9 ng 122884 6 15.07 854919 20.0
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