LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\

Data File : BF093809.D

Aca On : 21 Mar 2017 20:17 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 12333-03 FK-SF-01-003-B

ALS Vial : 19 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-BF032017.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

2.081 12 17 23 rvB2 81994 117202 2.59% 0.297%
4.996 270 272 277 rVB 418802 631537 13.95% 1.598%
312 rBVY 3678316 4070394 89.94% 10.301%
6.459 397 400 402 rBV 3625813 4004628 88.49% 10.135%
6.596 409 412 414 rBV 4000678 4213583 93.10% 10.664%
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6.824 430 432 434 rVB 1465382 1217969 26.91% 3.082%
6.984 443 446 448 rBV 3502835 3105716 68.62% 7.860%
483 rBV 2465844 2387690 52.76% 6.043%
8.116 542 545 547 rBV 1184482 1665964 36.81% 4.216%
9.190 636 639 641 rBV 4830228 4525755 100.00% 11.454%
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11 9.579 671 673 675 rBV 526422 417604 9.23% 1.057%
12 9.865 695 698 700 rBV 1904083 1795760 39.68% 4.545%
13 10.310 735 737 738 rVB 96482 79286 1.75% 0.201%
14 10.528 753 756 759 rBV 33046 49789 1.10% 0.126%
15 10.642 764 766 769 rvv2 1975818 2251211 49.74% 5.697%

16 10.779 776 778 783 rVB 135986 153138 3.38% 0.388%
17 11.225 815 817 819 rBV 118399 105369 2.33% 0.267%
18 11.339 825 827 828 rBV 1894943 1607692 35.52% 4._.069%
19 11.362 828 829 831 rVB 175235 123992 2.74% 0.314%
20 11.648 852 854 857 rvB 71327 79518 1.76% 0.201%

21 11.876 872 874 876 rBv2 91581 110707 2.45% 0.280%
22 11.945 879 880 886 rvB2 37472 62541 1.38% 0.158%
23 12.539 930 932 935 rBV 158082 173625 3.84% 0.439%
24 12.768 949 0952 955 rVvB 177443 194760 4_30% 0.493%
25 12.928 963 966 968 rvB 3327721 3491981 77.16% 8.837%

26 13.831 1042 1045 1049 rBvV 104348 153951 3.40% 0.390%
27 13.968 1054 1057 1058 rBV 1039995 1195735 26.42% 3.026%

28 13.991 1058 1059 1061 rVB 67189 49314 1.09% 0.125%
29 14.974 1143 1145 1150 rVB 58568 121308 2.68% 0.307%
30 15.077 1151 1154 1157 rVB 38652 56834 1.26% 0.144%
31 15.305 1172 1174 1177 rBV 55063 70853 1.57% 0.179%
32 15.374 1177 1180 1183 rBV 840011 1068974 23.62% 2.705%
33 15.842 1218 1221 1223 rBV 34163 55714 1.23% 0.141%
34 16.311 1259 1262 1267 rVB3 27678 52737 1.17% 0.133%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032117\
Data File : BF093809.D

Aca On : 21 Mar 2017 20:17

Operator : SJ/MA

Sample : 12333-03

Misc :

ALS Vial : 19 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF032017 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.860 1307 1310 1314 rBV3 20512 50945 1.13% 0.129%

Sum of corrected areas: 39513776
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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\BF032117\

BF093809.D

21 Mar 2017 20:17

SJ/MA

12333-03

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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10.78 11.43.36
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093809.D

Aca On : 21 Mar 2017 20:17

Operator : SJ/MA

Sample : 12333-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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.
5.00 10.37ng 631537  1,4-Dichlorobenzene-da 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hydroxv-d-methyl- 116 C6H1202 000123-42-2 59

017348-59-3 33
001116-98-9 25

2 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 272 (4.996 min): BF093809.D (-270) (-) m/z 43.05 100.00%

43.0
59.1
5000
1011 [rrrr[rrrr[rrrr[rrrrrrs
| 83.1 460 4.80 5.00 5.20 5.40
Obrrr e el e e m/z 59.10 54.10%
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 | LA LU N LI L LN LB LB
59.0 460 4.80 500 520 5.40
0
150 1010 m/z 101.10 17.55%
s1.0 | 83.0
0 ‘ Tl Ly . : . ‘
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
R AR B S
460 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.36%
41.0
29.0 101.0
o 73.0 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 o e o
59.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.97%
5000 41.0
o T O =Y 1260 1420
R E S A Ra B o e e RARARaman aRaEs MR EE St AR e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093809.D

Aca On : 21 Mar 2017 20:17

Operator : SJ/MA

Sample : 12333-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 unknown6.60 Concentration Rank 1

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

6.60 69.19 ng 4213580 1,4-Dichlorobenzene-d4 6.82
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 412 (6.596 min): BF093809.D (-409) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 T T T T T
401 41 6.20 6.40 6.60 6.80 7.00
Obrrerer it e 880 L2072 WL n7, 68,10 38.12%
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 R
5000 I R R R N
6.20 640 6.60 6.80 7.00
2.0 510 m/z 134.00 33.32%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
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 67.0 m/z 66.10 23.19%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A a S B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .93%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093809.D

Aca On : 21 Mar 2017 20:17

Operator : SJ/MA

Sample : 12333-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.58 ng 153951 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 90
Abundance Scan 1045 (13.831 min): BF093809.D (-1042) (-) m/z 57.05 100.00%
57.0 83.0
5000 \,W/JxA,nﬂfx,/\\//\»¢—J\~VNA
RIS SR SN SRR B
139.1 13.60 13.80 14.00 14.20
169.1 193.1
O-rrrprer e m/z 83.05 93.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene
43.0
5000 LI S BRI B B
13. 60 13 80 14. 00 14. 20
125.0 m/z 43.05 89.85%
0l15.0 ‘ 154.0 182.0 210.0 238.0 266.0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
83.0 RIS SR SUNILN BN B
13.60 13.80 14.00 14.20
5000 m/z 97.10 83.11%
111.0
0 63.0 139.0 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #152927: Trichloroacetic acid, hexadecy! ester AR EE e B
43 13.60 13.80 14.00 14.20
69.0 m/z 55.10 80.75%
5000
125.0
ol 153.0 196.0 224.0

m/z--> 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\BF032117\
Data File : BF093809.D

Acq On : 21 Mar 2017 20:17

Operator : SJ/MA

Sample - 12333-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .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... 5.00 10.4 ng 631537 1 6.82 1217970 20.0
unknown6 .60 6.60 69.2 ng 4213580 1 6.82 1217970 20.0
1-Nonadecene 13.83 2.6 ng 153951 5 13.97 1195740 20.0
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