LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092781.D

Acq On : 3 Feb 2017 17:59

Operator : SJ/MA

Sample : PB96705BL

Misc :

ALS Vial : 3 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-BF013017 .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

5.116 262 265 274 rVB 1182149 1599757 34.64% 4.518%
5.539 299 302 304 rBV 3577724 3642405 78.87% 10.287%
rBvV 3343603 3407176 73.78% 9.623%
6.693 401 403 406 rBV 3026053 3515929 76.13% 9.930%
6.922 421 423 426 rBvY 848097 752699 16.30% 2.126%
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7.082 434 437 439 rBV 3168272 2787968 60.37% 7.874%
7.493 470 473 475 rBV 2292324 2527814 54.74% 7.139%
8.213 533 536 538 rBvV 922718 1031836 22.34% 2.914%
9.287 627 630 633 rBVY 3512036 4618151 100.00% 13.043%
9.973 687 690 692 rBV 1326336 1370127 29.67% 3.870%

=
QO ~NO®

11 10.762 756 759 762 rBV 2159505 2315374 50.14% 6.539%
12 11.459 817 820 822 rBV 1333505 1179379 25.54% 3.331%
13 13.048 956 959 962 rBV 3417468 4157033 90.02% 11.741%
14 14.099 1049 1051 1054 rVB 1254742 1185242 25.66% 3.347%
15 14.945 1121 1125 1128 rBV 154998 197600 4.28% 0.558%

16 15.562 1176 1179 1182 rBV 724525 1118852 24.23% 3.160%

Sum of corrected areas: 35407342
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092781.D

Acq On : 3 Feb 2017 17:59

Operator : SJ/MA

Sample : PB96705BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF092781.D
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF092781.D
3500000 9|29 13.05

3000000
2500000
10.76
2000000
1500000 9.97 11.46
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I
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF092781.D
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Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092781.D

Acq On : 3 Feb 2017 17:59

Operator : SJ/MA

Sample : PB96705BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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.

5.12 42_.51 ng 1599760 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 265 (5.116 min): BF092781.D (-262) (-) m/z 43.05 100.00%
43
59
5000
1o 480 500 520 540
S ¥V Y-S NN B 7 5 o R e -1
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 17 .63%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 15.93%
29 101
15 37 51 73 83 o5
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R R
59 480 5.00 5.20 5.40
m/z 41.10 9.07%
5000
a1 101
15 \3\1 \‘H 53\\\“ 69 83 A
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092781.D

Acq On : 3 Feb 2017 17:59

Operator : SJ/MA

Sample : PB96705BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 unknown6.69 Concentration Rank 1

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

6.69 93.42 ng 3515930 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 403 (6.693 min): BF092781.D (-401) (-) m/z 132.10 100.00%
5000 68
0 54 || o 9|6 o 640 660 680 7.00
AN N A | N m/z 68.10 44.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 ERDNUMRSE U L A
6.40 6.60 6.80 7.00
m/z 134.10 32.76%
31 51
'"|'"Nﬂ'l'l'l'j?”"l""l"“l""l"”l""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 680 7.00
5000 m/z 66.10 28.69%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.71%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. SN § Y A SN
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092781.D

Acq On : 3 Feb 2017 17:59

Operator : SJ/MA

Sample : PB96705BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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

Concentration Rank 4

Peak Number 4 Squalene

Relative to ISTD R.T.

R.T. EstConc Area
14 .95 3.53 ng 197600
Hit# of 5 Tentative ID

Perylene-d12

MW  MolForm

1 Squalene

2 2,6,10,14,18,22-Tetracosahexaene. ..
3 4,8,12-Tetradecatrienal, 5,9,13-...
4 2,6,10,14-Hexadecatetraenoic aci...
5 Trideca-1,7,11-triene-1,1-dicarb. ..

410 C30H50
410 C30H50
248 C17H280
332 C22H3602
270 C18H26N2

007683-64-9 91
000111-02-4 91
066408-55-7 72
024035-35-6 72
1000161-46-0 53

Abundance Scan 1125 (14.945 min): BF092781.D (-1121) (-) m/z 69.10 100.00%
69
5000
41
{ 9||5 1971 9 21 . 14.60 14.80 15.00 1520
gl Al e e m/z 81.05 53.71%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
14.60 14.80 15.00 15.20
m/z 41.05 28.52%
9% 137
Lk M i ‘161 191 217 273299 341367 410
T . T T e
mz-> 0 50 100 150 200 250 300 350 400
Abundance
69
L o B
14.60 14.80 15.00 15.20
5000 a m/z 95.10 14.67%
9% 137
15 161 191 231 273299 341367 410
e e am m e e A B s s
mz-> 0 50 100 150 200 250 300 350 400
Abundance #87347: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- T
69 14.60 14.80 15.00 15.20
m/z 68.10 11.37%
41
5000
1IN J{ h Jrlﬁ ‘} 161 205 248 A
T : A B . s B
mz-> 0 5 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092781.D

Acq On : 3 Feb 2017 17:59

Operator : SJ/MA

Sample : PB96705BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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]
2-Pentanone, 4-hy... 5.12 42.5 ng 1599760 1 6.92 752699 20.0
unknown6 .69 6.69 93.4 ng 3515930 1 6.92 752699 20.0
Squalene 14.95 3.5 ng 197600 6 15.57 1118850 20.0
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