LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121415\
Data File : BF083792.D

Aca On : 15 Dec 2015 2:08

Operator : UM/I1Z

Sample : 6G4779-07

Misc :

ALS Vial : 27 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-BF121315.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 5.070 259 261 264 rBV 165100 214716 5.81% 0.918%
2 5.504 296 299 301 rBV 962809 1300884 35.18% 5.559%
3 6.521 386 388 390 rBVY 1084279 908519 24.57% 3.882%
4 6.670 398 401 403 rBY 1792664 2245898 60.74% 9.598%
5 6.899 419 421 423 rVB 760885 627945 16.98% 2.683%

6 7.059 432 435 437 rBB 2204123 2057975 55.66% 8.795%
7 7.459 467 470 472 rBV 1685093 1601352 43.31% 6.843%
8 8.179 531 533 536 rBB 796127 805779 21.79%% 3.443%
9 9.265 625 628 630 rBV 3352677 3502670 94.73% 14.968%
10 9.653 660 662 663 rBv 53242 48016 1.30% 0.205%
11 9.939 684 687 689 rBV 1051572 999973 27.04% 4.273%
12 10.373 724 725 727 rVB 44919 41465 1.12% 0.177%
13 10.728 753 756 758 rBV 1893234 2287842 61.87% 9.777%
14 10.853 765 767 773 rBV 41764 69508 1.88% 0.297%

15 11.413 814 816 819 rVB 992698 970142 26.24% 4.146%

16 11.631 832 835 837 rBvV 69087 62908 1.70% 0.269%
17 12.785 933 936 938 rBV 83007 110121 2.98% 0.471%
18 13.002 952 0955 958 rBV 3123994 3697718 100.00% 15.802%
19 13.779 1021 1023 1026 rBV2 56309 70757 1.91% 0.302%
20 13.894 1031 1033 1044 rBV2 67348 105159 2.84% 0.449%

21 14.042 1044 1046 1049 rBV2 821231 941319 25.46% 4.023%
22 15.482 1169 1172 1175 rBV 592645 729892 19.74% 3.119%

Sum of corrected areas: 23400558
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121415\
Data File : BF083792.D

Aca On : 15 Dec 2015 2:08

Operator : UM/I1Z

Sample : G4779-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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: BF083792.D
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Abundance TIC: BF083792.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121415\
Data File : BF083792.D

Aca On : 15 Dec 2015 2:08

Operator : UM/I1Z

Sample : G4779-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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.

5.07 6.84 ng 214716 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 261 (5.070 min): BF083792.D (-259) (-) m/z 43.10 100.00%
43.1
59.1
5000
1011 U UL R R I
| 831 480 5.00 5.20 5.40
1 1 PSSV Y| e N N m/z 59.10 63.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L LS LS UL
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 22.12%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 17.32%
31.0
69.0 87.0
15.0 50.0 98.0
e S I S SULIURS SIS IS IULILS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3993: Morpholine, 4—methy|— L L B L L L B LB
43.0 480 5.00 5.20 5.40
m/z 41.10 9.57%
5000
101.0
15.0
| 21. 560 T
0"'w*"w'NHV"'ﬁl"w'{'w"'h"'VQQQw"'V"'w U UL L R I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121415\
Data File : BF083792.D

Aca On : 15 Dec 2015 2:08

Operator : UM/I1Z

Sample : G4779-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

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

Compound Report

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 1

Peak Number 2 unknown6.67

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

6.67 71.53 ng 2245900 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 401 (6.670 min): BF083792.D (-398) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 U UL L R
401 541 6.40 6.60 6.80 7.00
0 gL.0 e — m/z 134.00 33.95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U UL L L
6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 32.36%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 680 7.00
5000 67.0 m/z 66.10 20.26%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R R EEEssmssss s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.10 14 .79%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| L B i e .
m/z--> 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:\HPCHEMI\BNA F\DATA\BF121415\
Data File : BF083792.D

Aca On : 15 Dec 2015 2:08

Operator : UM/I1Z

Sample : G4779-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.79 2.34 ng 110121 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 91
2 Ethvl 3-I3-amino-5-methoxvphenvl... 223 C12H17NO3 1000213-27-3 43
3 4.47-Trimethvlenebis(l-methvlpip... 238 C15H30N2 064168-11-2 32
4 Benzenamine. N.N-dimethvl-4-(2-p... 223 C16H17N 000838-95-9 32
5 9-Acridinecarboxylic acid 223 C14H9NO2 005336-90-3 32
Abundance Scan 936 (12.785 min): BF083792.D (-933) (-) m/z 223.20 100.00%
228.2
135.1
5000
45.1 AR RARAA AR AR R
: 107.0 12.40 12.60 12.80 13.00 13.20
77.1 161.1
Ol T LY 242 /7 135.10  59.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223.0
135.0
5000 RN UL SULILN UL R
12140 12.60 12.80 13.00 13.20
45.0 m/z 45.10 15.40%
o 770 1070 294.0
0||||“‘|‘|”||173?1990 AL SRS SRR &
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
150.0 223.0
12.40 12.60 12,80 13.00 13.20
5000 m/z 224.20 14 .93%

178.0
42.0 65.0 94.0 120.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81121: 4,4'-Trimethylenebis(1-methyIpiperidine) e B ma S
223.0 12.40 12.60 12.80 13.00 13.20
m/z 57.10 10.43%

96.0
5000
440 70.0 140.0
168.0 194.0
o280, b i F‘? DS SO A S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00 13.20

8270-BF121315.M Tue Dec 15 13:28:05 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121415\
Data File : BF083792.D

Aca On : 15 Dec 2015 2:08

Operator : UM/I1Z

Sample : G4779-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.89 2.23 ng 105159 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
4 1-Docosene 308 C22H44 001599-67-3 90
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 87
Abundance Scan 1033 (13.894 min): BF083792.D (-1031) (-) m/z 83.10 100.00%

1

5000
139.1 163.1 207.0 13.60 13.80 14.00 14.20
0! : m/z 57.10 99.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
69.0
5000
13.60 13.80 14.00 14.20
125.0 m/z 55.10 94 .22%
0 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 97.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 69.10 88.52%
125.0
0l15.0 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129716: Trifluoroacetic acid, n-heptadecy! ester
43.0 13.60 13.80 14.00 14.20
m/z 43.10 84.72%
69.0
5000

0 I L 1250 4520 1820 210.0
rrrprrre ke ey
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121415\
Data File : BF083792.D

Acq On = 15 Dec 2015 2:08

Operator : UM/1Z

Sample : G4779-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315_.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... 5.07 6.8 ng 214716 1 6.90 627945 20.0
unknown6 .67 6.67 71.5 ng 2245900 1 6.90 627945 20.0
Ethanol, 2-[2-[4-... 12.79 2.3 ng 110121 5 14.04 941319 20.0
Trichloroacetic a... 13.89 2.2 ng 105159 5 14.04 941319 20.0
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