LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084103.D

Aca On : 25 Dec 2015 2:40

Operator : UM/SJ

Sample : 6G4957-01

Misc :

ALS Vial : 29 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 3.721 141 143 149 rBB 9982 17781 1.02% 0.135%
2 4.979 250 253 261 rBV 196338 281055 16.12% 2.127%
3 5.413 289 291 294 rBVY 1010964 1315899 75.45% 9.957%
4 6.453 380 382 384 rBVY 1330508 1344089 77.07% 10.170%
5 6.567 390 392 395 rBVY 1206533 1382368 79.26% 10.460%

6.796 410 412 415 rBvV 344339 287738 16.50% 2.177%
6.956 424 426 428 rBV 1178498 1165534 66.83% 8.819%
7.367 459 462 464 rBvYV 803472 938234 53.80% 7.099%
8.076 523 524 527 rBV 267612 367746 21.09% 2.783%
9.162 616 619 621 rBVY 1808667 1744018 100.00% 13.196%

=
QO ~NO®

11 9.551 651 653 656 rBv 210720 224996 12.90% 1.702%
12 9.836 676 678 680 rBvV 473272 438652 25.15% 3.319%

13 10.271 714 716 718 rVB 26937 22783 1.31% 0.172%
14 10.625 744 747 749 rBV 1133854 1089302 62.46% 8.242%
15 10.739 755 757 762 rBV 27744 41113 2.36% 0.311%

16 11.322 806 808 810 rBV 328733 416227 23.87% 3.149%
17 12.899 944 946 949 rBV 1588570 1449430 83.11% 10.967%

18 13.802 1022 1025 1030 rBV2 20735 43390 2.49% 0.328%
19 13.951 1036 1038 1041 rBV 356966 361131 20.71% 2.732%
20 14.785 1109 1111 1113 rBV 21146 17752 1.02% 0.134%

21 15.380 1161 1163 1168 rVB 168979 267106 15.32% 2.021%

Sum of corrected areas: 13216344
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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:\HPCHEMI\BNA F\DATA\BF122415\

BF084103.D

25 Dec 2015 2:40

UM/SsJ

G4957-01

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084103.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084103.D

Aca On : 25 Dec 2015 2:40

Operator : UM/SJ

Sample : G4957-01

Misc :

ALS Vial : 29 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.

4.98 19.54 ng 281055 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 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 253 (4.979 min): BF084103.D (-250) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
| 83.1 4.60 4.80 5.00 5.20 5.40
o Y 1 Y | D S NS m/z 59.10 69.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS R UL RS
59.0 460 480 500 5.0 540
0,
150 a0 1010 m/z 101.10 28.64%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"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 16.97%
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 i ma s o )
43.0 59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.62%
5000 18.0
28.0
0"'I”lhI”'m“”"H”"I”"i'”'l'”'l'”'l'”'I'”'I' AR SRS SR
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 : BF084103.D

Aca On : 25 Dec 2015 2:40

Operator : UM/SJ

Sample : G4957-01

Misc :

ALS Vial : 29 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 2 unknown6.57 Concentration Rank 1

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

6.57 96.09 ng 1382370 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 27
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 392 (6.567 min): BF084103.D (-390) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 ‘ st 620 6.40 6.60 6.80 7.00
54.1 . . . . )
o....,...:l'!...,.'...,.:.'.|,...E?,l....,..I~.,?1??.?....,...., b | [ m/Z 68.10  43.44%
m/z--> 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 N
5000 SRR L R
6.0 640 6.60 6.80 7.00
310 510 m/z 134.00 31.76%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 28.70%
63.0 81.0
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R e e T
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.10%
5000
33.0 44.0 0.0 105.0
0'"W'L"I”"“'”éﬁ?”'l"”?9'”I"ﬂ'ﬁ'h'ﬁ%ﬁpl”"l‘”' T RS L R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084103.D

Aca On : 25 Dec 2015 2:40

Operator : UM/SJ

Sample : G4957-01

Misc :

ALS Vial : 29 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 4 17-Pentatriacontene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.80 2.40 ng 43390 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 86
2 1-Eicosanol 298 C20H420 000629-96-9 72
3 1-Hexadecanol 242 C16H340 036653-82-4 64
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 64
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 53

Abundance . Scan 1025 (13.802 min): BF084103.D (-1022) (-) m/z 57.10 100.00%
511 574
5000
207.1 Y Y U W | Y A N
| | | 13.40 13.60 13.80 14.00 14.20
o e e m/z 83.10 86.75%
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 DR UL R
13.40 13.60 13.80 14.00 14.20
m/z 97.10  79.99%
. ‘ || 1%%6702100 267.0307.0 490.0
mz-> 0 55 160 1éo 260 2%0 300 3éo 460 4%0 '
Abundance
43.0
83.0 13140 13.60 13.80 14.00 14.20
5000 m/z 55.10 76.03%
125.0
0 167.0 252.0
miz-> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 '
Abundance #83793: 1-Hexadecanol et e e
55.0 13.40 13.60 13.80 14.00 14.20
m/z 43.10 69.14%
7.0
5000
g []) | 1m0 100 il
mz—-> 0 5'0 1c')o 1éo 2(')0 251,0 3(')0 35'30 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 : BF084103.D

Acq On = 25 Dec 2015 2:40

Operator : UM/SJ

Sample : G4957-01

Misc :

ALS Vial : 29 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._.98 19.5 ng 281055 1 6.80 287738 20.0
unknown6 .57 6.57 96.1 ng 1382370 1 6.80 287738 20.0
17-Pentatriacontene 13.80 2.4 ng 43390 5 13.95 361131 20.0
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