LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084110.D

Aca On : 25 Dec 2015 5:59

Operator : UM/SJ

Sample : G4951-02

Misc :

ALS Vial : 33 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-BF122415.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 4.967 250 252 260 rVB 39339 66420 4._.06% 0.687%
2 5.413 289 291 301 rBV 294424 430251 26.30% 4.451%
3 6.442 380 381 390 rBB 259121 294535 18.00% 3.047%
4 6.567 390 392 395 rBVY 1062631 893225 54.60% 9.241%
5 6.796 410 412 415 rBV 333373 277811 16.98% 2.874%

6.956 423 426 428 rBvV 863394 919211 56.19% 9.510%
7.367 459 462 464 rBvV 552957 712775 43.57% 7.374%
8.076 523 524 527 rBV 252663 354548 21.67% 3.668%
1742208 1635852 100.00% 16.925%
9.551 651 653 656 rBv 103557 109024 6.66% 1.128%
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11 9.836 676 678 680 rBvV 439225 409141 25.01% 4.233%
12 10.625 744 747 749 rBV 987925 970906 59.35% 10.045%

13 10.739 756 757 762 rBB 11384 18082 1.11% 0.187%
14 11.322 806 808 810 rBV 317656 398764 24.38% 4.126%
15 11.654 836 837 840 rBB 40466 45646 2.79% 0.472%
16 12.899 944 946 949 rBV 1605000 1462120 89.38% 15.127%
17 13.482 996 997 1000 rVB 29599 25208 1.54% 0.261%
18 13.802 1022 1025 1034 rBV2 29484 52997 3.24% 0.548%

19 13.951 1036 1038 1041 rVvVv 320083 337833 20.65% 3.495%
20 15.380 1161 1163 1168 rBV 176705 251235 15.36% 2.599%

Sum of corrected areas: 9665584
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF122415\

BF084110.D

25 Dec 2015 5:59

UM/SJ

G4951-02

33 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF122415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084110.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084110.D

Aca On : 25 Dec 2015 5:59

Operator : UM/SJ

Sample : G4951-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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.

4.97 4.78 ng 66420 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25

Abundance Scan 252 (4.967 min): BF084110.D (-250) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
| 83.0 4.60 4.80 5.00 5.20 5.40
o) ST 2 | SSMSSSAY  FEMS m/z 59.10 70.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA R UL R
59.0 460 480 500 520 5.40
m/z 101.10 30.17%
31.0 83.0 101.0
0"'w"'w'““ﬁ"“ﬂ"'w"'w"'w"'w”"w"'”"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 480 500 520 540
0,
5000 1010 m/z 58.10 18.44%
28.0 59.0
70.0 84.0
15.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #248: Guanidine R e L ma e
43.0 59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.40%
5000 18.0
28.0
0"'I”lhI”'m“”"H”"I”"i'”'l'”'l'”'l'”'I'”'I' IR R R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084110.D

Aca On : 25 Dec 2015 5:59

Operator : UM/SJ

Sample : G4951-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122415._M
Quant Title : 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 unknown6.57 Concentration Rank 2

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

6.57 64 .30 ng 893225 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 392 (6.567 min): BF084110.D (-390) (-) m/z 132.00 100.00%
13R.0
5000 68.1
40.1 set 620 640 6.60 6.80 7.00
1 541 . . . . .
0..,....,....,...:I'.'...,:!..,.-!.-.|,..'.-'.,5.3.5;9,..1.,.1'.0.7.'3...,....,'...,.. m/z 68.10 39.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R SRR R R
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.98%
0'W'”'P'”I”'“'h'M'”I”'h'“'P”'P'“I”'W'”'P'“I“"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 26 .60%
33.0 44.0 105.0
. s60 00 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R R
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.43%
5000
104.0
ol 140 270 300 510 00 770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084110.D

Aca On : 25 Dec 2015 5:59

Operator : UM/SJ

Sample : G4951-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 5 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 3.14 ng 52997 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 l1-Hexadecanol 242 C16H340 036653-82-4 87
4 11-Tricosene 322 C23H46 052078-56-5 80
5 1-Docosene 308 C22H44 001599-67-3 68
Abundance Scan 1025 (13.802 min): BF084110.D (-1022) (-) m/z 57.10 100.00%
b7.1 p7.1
5000
207.0 13140 13.60 13.80 14.00 14.20
o A | m/z 83.10  99.46Y%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 LN B SRR B B
13.40 13.60 13.80 14.00 14.20
m/z 43.10 99.11%
. ‘ || 1%%6702100 267.0307.0 490.0
miz--> 0 55 160 1éo 260 2%0 300 3éo 460 4%0 '
Abundance
43.0
83.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.10 92 .43%
125.0
196.0
L S L U DL UL L B B I
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #83793: 1-Hexadecanol
558.0 13.40 13.60 13.80 14.00 14.20
m/z 97.10 87 .06%
7.0
5000
s LLLLL 300 100
miz--> 0 5'0 1(')0 1éo 2(')0 251,0 3(')0 3&'30 4(')0 4&1,0 ' 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122415\
Data File : BF084110.D

Acq On = 25 Dec 2015 5:59

Operator : UM/SJ

Sample - G4951-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122415_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 .97 4.8 ng 66420 1 6.80 277811 20.0
unknown6 .57 6.57 64.3 ng 893225 1 6.80 277811 20.0
17-Pentatriacontene 13.80 3.1 ng 52997 5 13.95 337833 20.0
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