LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091367.D

Aca On : 30 Nov 2016 21:10

Operator : UM/SJ

Sample : PB94960BL

Misc :

ALS Vial : 3 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-BF112916.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

5.053 239 242 245 rBV 1212857 1503574 30.56% 4.294%
5.464 276 278 281 rBV 2573357 2639768 53.65% 7.538%
rBvV 2332841 2582204 52.48% 7.374%
6.630 377 380 382 rBV 2879576 2909683 59.14% 8.309%
6.859 398 400 403 rBV 1199045 1147985 23.33% 3.278%
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7.019 411 414 416 rBV 3958516 3581948 72.80% 10.228%
7.430 446 450 452 rBV 2287014 3270490 66.47% 9.339%
8.150 510 513 515 rBV 1530138 1592609 32.37% 4.548%
9.225 604 607 610 rBV 4931824 4920352 100.00% 14.050%
9.899 664 666 669 rvB 1771336 1559064 31.69% 4._.452%

=
QO ~NO®

11 10.688 732 735 737 rBV 1379519 1543335 31.37% 4.407%
12 11.385 793 796 798 rBV 1537749 1465926 29.79% 4.186%
13 12.974 932 935 937 rBV 3147616 3950244 80.28% 11.280%
14 14.014 1023 1026 1028 rBV 1187983 1111150 22.58% 3.173%
15 15.442 1148 1151 1154 rBV 877963 1006657 20.46% 2.875%

16 16.105 1202 1209 1218 rBV 60906 234550 4.77% 0.670%

Sum of corrected areas: 35019539
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091367.D

Aca On : 30 Nov 2016 21:10

Operator : UM/SJ

Sample = PB94960BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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: BF091367.D

4000000 7.02

3000000 6.63
5.46
6.48 7.43

2000000

5.05 6.86
1000000

St
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: BF091367.D

4000000

12.97
3000000

2000000 9.90

8.15 10.69 11.38

1000000

. A, E

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF091367.D

4000000

3000000

2000000

14.01
1000000 15.44

16.11

0 I B ey e, O B B

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\BF113016\
Data File : BF091367.D

Aca On : 30 Nov 2016 21:10

Operator : UM/SJ

Sample = PB94960BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 26.20 ng 1503570 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 242 (5.053 min): BF091367.D (-239) (-) m/z 43.00 100.00%
43
59
5000
101 TR Ehn B Eun
4.80 5.00 5.20 5.40
Ol Sl 53l G0 8 | "m/z 59.00 53.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R L IS
59 480 500 520 540
m/z 58.00 16.13%
o 25 3 37 | 83 g3 01
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.00 13.10%
41
53 73 86
S S S UL UL UL UL S SULILILS WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e B A B
59 4.80 5.00 5.20 5.40
m/z 41.10 8.37%
5000 41
31
| LT
0% '|'}§'| "‘Ml' "'“lt "|§§H"i""h' T "|"'gﬁ T AR LS LR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091367.D

Aca On : 30 Nov 2016 21:10

Operator : UM/SJ

Sample = PB94960BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 2 unknown6.63 Concentration Rank 2

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

6.63 50.69 ng 2909680 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 380 (6.630 min): BF091367.D (-377) (-) m/z 132.00 100.00%
5000 68
40 % 620 6.40 6.60 6.80 7.00
54 . . : : :
o [ L Weus | m/z 68.10 39.44%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R R R I R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.29%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 26.22%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R s
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.31%
5000 og M°
o ,\MI 89 I‘;ﬂm,\,\‘l,,m, s 189 S| |
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091367.D

Aca On : 30 Nov 2016 21:10

Operator : UM/SJ

Sample = PB94960BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Dibenzylidene 4,4"-biphenyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.11 4.66 ng 234550 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 87
2 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 49
3 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 49
4 Androst-4-ene-3.17-dione. 12-hvd... 360 C21H32N203 069688-31-9 47
5 Pentacyclo[18.4.1.1(2,7).1(8,13)... 360 C28H24 101077-60-5 43

Abundance Scan 1209 (16.105 min): BF091367.D (-1202) (-) ; m/z 360.20 100.00%

360

—

5000 152
179 Tr|rrrryrrrryrrrr1rrrr
51 77 103 127 i o07 228 254 281 15.80 16.00 16.20 16.40
o RN P SRS | R L& B S NI m/z 152.00 44.97%
miz--> 50 100 150 200 250 300 350
Abundance #145063: Dibenzylidene 4,4'-biphenylenediamine
360
5000 LI L L L L L L L |
15.80 16.00 16.20 16.40
152 272 m/z 361.20 26.67%
179
oL_28 51 77 103 127 | | 202 228 254 |
R T
miz--> 50 100 150 200 250 300 350
Abundance
360
L
15.80 16.00 16.20 16.40
5000 m/z 359.20 25.40%
158 180
0 44 71 96115 138 214 240258 283 316 342
e - Lo L a2
miz--> 50 100 150 200 250 300 350
T I

Abundance #144793: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro... e
360 15.80 16.00 16.20 16.40

m/z 179.10 23.79%

5000
207
332
180
15 39 67 93 123 153 | 225 257 285 314 | L

] TR R TR TS S (e St S M ST AL

m/z--> 50 100 150 200 250 300 350 15. 80 16.00 16.20 16.40

:>
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF113016\
Data File : BF091367.D

Acq On : 30 Nov 2016 21:10

Operator : UM/SJ

Sample - PB94960BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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... 5.05 26.2 ng 1503570 1 6.86 1147990 20.0
unknown6 .63 6.63 50.7 ng 2909680 1 6.86 1147990 20.0
Dibenzylidene 4,4_.. 16.11 4.7 ng 234550 6 15.44 1006660 20.0
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