LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094021.D

Aca On : 29 Mar 2017 16:32

Operator : SJ/MA

Sample : 12436-06

Misc :

ALS Vial : 5 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 4.069 366 371 380 rVB 292577 374082 8.64% 1.025%
2 4.457 431 437 440 rBVY 3255805 3502156 80.93% 9.598%
3 5.522 611 618 621 rBY 2978019 3657813 84.53% 10.024%
4 5.663 636 642 645 rBVY 3402369 3758096 86.85% 10.299%
5 5.916 681 685 689 rVB 1059245 964511 22.29% 2.643%

6 6.098 711 716 719 rBV 2914417 2953747 68.26% 8.095%
7 6.569 789 796 799 rBV 1990326 2417444 55.86% 6.625%
8 7.422 935 941 944 rBV 1244704 1322703 30.57% 3.625%
9 8.745 1159 1166 1169 rBV 3696130 4327354 100.00% 11.859%
10 9.239 1245 1250 1253 rBV 297295 272706 6.30% 0.747%
11 9.563 1296 1305 1309 rBV 1364922 1504420 34.77% 4.123%
12 10.151 1401 1405 1409 rVB 80452 75276 1.74% 0.206%
13 10.428 1445 1452 1455 rBV 24979 46939 1.08% 0.129%

14 10.533 1464 1470 1474 rBV 2124581 2491548 57.58% 6.828%
15 10.739 1501 1505 1514 rBV 94948 131328 3.03% 0.360%

16 11.292 1595 1599 1602 rBV 70717 65843 1.52% 0.180%
17 11.386 1609 1615 1619 rBV 1487265 1481470 34.24% 4._.060%
18 13.369 1944 1952 1955 rBV 3447360 4014982 92.78% 11.003%
19 14.521 2144 2148 2162 rBV 232268 359159 8.30% 0.984%
20 14.639 2162 2168 2172 rBV 1244634 1396624 32.27% 3.828%

21 15.486 2309 2312 2317 rBV 70486 73455 1.70% 0.201%

22 15.745 2353 2356 2361 rVB 85139 92596 2.14% 0.254%

23 16.268 2439 2445 2451 rBV 996075 1158931 26.78% 3.176%

24 16.798 2531 2535 2540 rBV4 26389 45771 1.06% 0.125%
Sum of corrected areas: 36488954
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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\

BF094021.D

29 Mar 2017 16:32

SJ/MA

12436-06

5 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094021.D

Aca On : 29 Mar 2017 16:32

Operator : SJ/MA

Sample : 12436-06

Misc :

ALS Vial : 5 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._.07 7.76 ng 374082 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 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 371 (4.069 min): BF094021.D (-366) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 e REamE e e
| 83.0 | 3.80 4.00 4.20 4.40
o | A m/z 59.10 56.17%
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 R I L LI I
59.0 380 4.00 4.20 4.40
0
150 4, 1010 m/z 101.10 20.63%
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
570 380 400 420 440
5000 m/z 58.00 14 .58%
20.0 101.0
0 15.0 73.0 85.0
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 A e R RaR
54.0 3.80 4.00 4.20 4.40

m/z 41.10 10.07%

5000 41.0

W\J L [73.0 126.0 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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094021.D

Aca On : 29 Mar 2017 16:32

Operator : SJ/MA

Sample : 12436-06

Misc :

ALS Vial : 5 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 77.93 ng 3758100 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 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 641 (5.657 min): BF094021.D (-636) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 BRI SARRENAREE RSN NN
40.1 540 | 540 560 580 6.00
o E— ,w-.'.l?}-?’. Aguso o m/z 68.10 40.68%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i ol ko Tk b
410 70 o m/z 134.00 31.83%
Ot .S:L’.Ol...?’::"?...l —— "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "k Sho ko abo
5000 9go 1160 m/z 66.00 24 .83%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14019: 1-Methylpyrrolo[1,2-a]pyrazine LI L L L L L L
132.0 5.40 5.60 5.80 6.00
m/z 69.10 16.19%
5000
104.0
0 38,0 5%\"0 63\.0 7?\'0 91.0 | u70 ||
m/z--> 40 60 80 100 120 140 160 180 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094021.D

Aca On : 29 Mar 2017 16:32

Operator : SJ/MA

Sample : 12436-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: 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 4 3-Eicosene, (E)-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
‘1452 5.14ng 350159  Chrysene-d12 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91

2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302

074339-53-0 91
074339-52-9 91

4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 91
5 1-Nonadecene 266 C19H38 018435-45-5 90
Abundance Scan 2148 (14.521 min): BF094021.D (-2144) (-) m/z 57.05 100.00%
e JJ‘»‘\
1420 1440 14.60 14.80
139.2 . . . .
168.1 208.1
01 m/z 55.05 92.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
57.
5000 LA L L L L L LB B |
29.0 14.20 14.40 14.60 14.80
: m/z 83.05 87.28%
o “ | 139.0 167.0 196.0 224.0 252.0 280.0
SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0 R e R RE R
14.20 14.40 14.60 14.80
5000 m/z 43.10 86.57%
111.0
0 139.0 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143984: Trichloroacetic acid, tetradecy! ester R R B e m s
83.0 14.20 14.40 14.60 14.80
’ m/z 97.10 79.50%
5000
139.0 168.0 196.0 241.0
01 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80

8270-BF032217.M Thu Mar 30 17:50:44 2017

Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032917\
Data File : BF094021.D

Acq On : 29 Mar 2017 16:32

Operator : SJ/MA

Sample - 12436-06

Misc :

ALS Vial : 5 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... 4.07 7.8 ng 374082 1 5.92 964511 20.0
unknown5 .66 5.66 77.9 ng 3758100 1 5.92 964511 20.0
3-Eicosene, (E)- 14.52 5.1 ng 359159 5 14.64 1396620 20.0
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