LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\

Data File : BF094027.D

Aca On : 29 Mar 2017 19:17 Instrument :
Operator : SJ/MA BNA_F

Sample - 12440-01 ClientSampleld :
Misc - ROLL-OFF-15-50
ALS Vial : 11 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-BF032217.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 4.075 367 372 384 rVB 280618 404365 8.87% 1.052%
2 4.457 431 437 440 rBVY 3720731 3918869 85.96% 10.196%
3 5.522 611 618 621 rBY 3382942 4050626 88.85% 10.538%
4 5.663 636 642 646 rBVY 3622757 4215808 92.47% 10.968%
5 5.916 681 685 689 rBY 1062564 937453 20.56% 2.439%
6 6.098 711 716 719 rBV 3136230 3162956 69.38% 8.229%
7 6.569 789 796 799 rBVY 2270801 2685730 58.91% 6.987%
8 7.422 935 941 944 rBVY 1229142 1313042 28.80% 3.416%
9 8.745 1159 1166 1170 rBvY 3776861 4558925 100.00% 11.861%
10 9.239 1245 1250 1255 rBvV 205146 202143 4_.43% 0.526%
11 9.563 1297 1305 1310 rBV2 1387214 1510220 33.13% 3.929%
12 10.151 1400 1405 1410 rVB 97759 92087 2.02% 0.240%
13 10.428 1444 1452 1455 rBvV2 31484 59123 1.30% 0.154%

14 10.533 1464 1470 1474 rBV 2216732 2722116 59.71% 7.082%
15 10.739 1501 1505 1513 rBV 104502 147659 3.24% 0.384%

16 11.292 1595 1599 1602 rBV 51747 46590 1.02% 0.121%
17 11.386 1609 1615 1618 rBV 1431336 1445174 31.70% 3.760%
18 12.874 1864 1868 1872 rBV 122292 113448 2.49% 0.295%
19 13.151 1911 1915 1919 rVB 118713 120333 2.64% 0.313%
20 13.369 1944 1952 1955 rBV 3468762 4100322 89.94% 10.668%

21 14.527 2144 2149 2156 rBV3 106772 166857 3.66% 0.434%
22 14.633 2161 2167 2171 rBV 1207584 1352410 29.67% 3.519%
23 15.745 2352 2356 2363 rVB 47765 57062 1.25% 0.148%
24 15.851 2371 2374 2378 rBV 40249 64611 1.42% 0.168%
25 16.268 2439 2445 2454 rBV 830216 988617 21.69% 2.572%

Sum of corrected areas: 38436546
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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\BF032917\

BF094027.D

29 Mar 2017 19:17

SJI/MA

12440-01 ROLL-OFF-15-50
11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF094027.D
75

10.53

9.56 11.39

12.87 13.15

10.74 11. - i

Time-->

12.50 13.00 13.50

10.50 11.00 11.50 12.00

Abundance

3500000

3000000

2500000
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TIC: BF094027.D
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032917\

Data File : BF094027.D

Aca On - 29 Mar 2017 19:17

Operator : SJ/MA

a?ggle i 12440-01 ROLL-OFF-15-50
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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.

4.08 8.63 ng 404365 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9

Abundance Scan 373 (4.081 min): BF094027.D (-367) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 o
| 831 3.80 4.00 4.20 4.40
Obrrr e e e e m/z 59.00 57.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A U L LR LA
59.0 380 4.00 4.0 4.40
0,
150 4, 1010 m/z 101.10 21.54%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
380 4.00 420 4.40
5000 m/z 58.00 15.32%
101.0
| 150 310 580 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R e e
59.0 3.80 4.00 4.20 4.40
m/z 41.10 8.92%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032917\

Data File : BF094027.D

Aca On - 29 Mar 2017 19:17

Operator : SJ/MA

a?ggle i 12440-01 ROLL-OFF-15-50
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.66 Concentration Rank 1

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

5.66 89.94 ng 4215810 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 641 (5.657 min): BF094027.D (-636) (-) m/z 132.00 100.00%
132.0
5000 68.1
%01 °1 Sk sko Sk 6b0”
o} : I B e B B m/z 68.10 40.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 "l i i e
410 70 m/z 134.00 32.53%
S I—. ,‘,\‘, TN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
540 5.60 580 600
5000 m/z 66.00 24 .53%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! I S  REamsma
57.0 132.0 5.40 5.60 5.80 6.00
m/z 69.10 16.06%
74.0
5000 ggo 1160
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| B o AR R
m/z--> 20 40 60 80 100 120 140 160 180 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032917\

Data File : BF094027.D

Aca On - 29 Mar 2017 19:17

Operator : SJ/MA

a?ggle i 12440-01 ROLL-OFF-15-50
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.04 ng 147659 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Eilcosane 282 C20H42 000112-95-8 87
3 Tetradecane 198 C14H30 000629-59-4 86
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 78
5 Octadecane 254 C18H38 000593-45-3 78
Abundance Scan 1505 (10.739 min): BF094027.D (-1501) (-) m/z 57.05 100.00%
57.0
5000 85.0 MN\N/\AAAM*Vﬁ\\ﬁﬁ_ﬁwAAA,V
131 104 10140 10/80 1080 1100
(o} : m/z 43.05 64 .46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 BRSNS IR
85.0 10 40 10. 60 10 80 11.00
29.0 ' m/z 71.10 58.51%
0 ‘\ L Ll ‘ 1130 141 0 169.0 197 0 226.0
m/z--> 25 4b eb 85 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.05 42 .54%
85.0
29.0
0 113.0 1410 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane R e e  ARARE S
57.0 10.40 10.60 10.80 11.00
m/z 41.05 34 .56%
5000 85.0
29.0
0 A ‘ Il i 113 0 141.0 169 0 198 0
m/z--> 25 4b eb 85 160 150 150 160 180 200 220 240 2éo 2éo 1040 1060 1080 1100 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094027.D

Aca On : 29 Mar 2017 19:17

Operator : SJ/MA

Sample : 12440-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNISTO2.L
LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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

Peak Number 5 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .53 2.47 ng 166857 Chrysene-di12 14 .63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 90
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 90
5 1-Octadecanol 270 C18H380 000112-92-5 90
Abundance Scan 2149 (14.527 min): BF094027.D (-2144) (-) m/z 57.00 100.00%
51.0 83.1
e 1781 el | i e i
Ot m/z 55.00 96.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
57.0
5000 UM UL B SUMRS
0.0 14. 20 14. 40 14 60 14.80
: m/z 43.05 96.37%
o “ | 139.0 167.0 196.0 224.0 252.0 280.0
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 97.0
69.0 G S it
14.20 14.40 14.60 14.80
5000 m/z 83.10 95.93%
125.0
0l15.0 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143984: Trichloroacetic acid, tetradecy! ester
83.0 14.20 14.40 14.60 14.80
' m/z 69.05 79.48%
5000
139.0 168.0 196.0 241.0
0 :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032917\

Data File : BF094027.D

Acg On : 29 Mar 2017 19:17

Operator : SJ/MA

a?ggle i 12440-01 ROLL-OFF-15-50
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 4.08 8.6 ng 404365 1 5.92 937453 20.0
unknown5 .66 5.66 89.9 ng 4215810 1 5.92 937453 20.0
Hexadecane 10.74 2.0 ng 147659 4 11.39 1445170 20.0
3-Eicosene, (E)- 14.53 2.5 ng 166857 5 14.63 1352410 20.0
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