LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094024.D

Aca On : 29 Mar 2017 17:54

Operator : SJ/MA

Sample = 12436-02

Misc :

ALS Vial : 8 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 4.075 367 372 381 rVB 293006 404632 8.70% 1.047%
2 4.457 431 437 440 rBV 3666631 3947316 84.85% 10.212%
3 5.522 611 618 621 rBY 3229822 4029147 86.60% 10.424%
4 5.663 636 642 646 rBY 3575320 4156288 89.34% 10.752%
5 5.916 681 685 689 rBY 1037534 928743 19.96% 2.403%
6 6.098 711 716 719 rBVY 3291715 3275940 70.41% 8.475%
7 6.569 789 796 799 rBVY 2207074 2640905 56.76% 6.832%
8 7.422 935 941 944 rBVY 1185257 1273365 27.37% 3.294%
9 8.745 1159 1166 1170 rBV 3844649 4652359 100.00% 12.036%
10 9.239 1244 1250 1254 rBV 334935 314124 6.75% 0.813%
11 9.563 1296 1305 1309 rBvY 1315688 1422087 30.57% 3.679%
12 10.151 1401 1405 1409 rVB 64053 63902 1.37% 0.165%
13 10.533 1464 1470 1474 rBV 2169811 2737243 58.84% 7.081%
14 10.739 1501 1505 1507 rBvV 75366 89671 1.93% 0.232%
15 11.292 1595 1599 1602 rBvV 74224 68176 1.47% 0.176%

16 11.386 1609 1615 1622 rVB 1357207 1425816 30.65% 3.689%
17 11.821 1686 1689 1694 rVB 51152 49101 1.06% 0.127%
18 13.368 1944 1952 1955 rBV 3476044 4056129 87.18% 10.493%
19 14.527 2144 2149 2160 rBvV2 108376 176935 3.80% 0.458%
20 14.633 2162 2167 2171 rVV 1210827 1339973 28.80% 3.467%

21 14.686 2174 2176 2180 rVB 48179 47591 1.02% 0.123%

22 15.486 2308 2312 2317 rBV 300261 320015 6.88% 0.828%

23 15.745 2353 2356 2361 rBV 59790 67302 1.45% 0.174%

24 16.268 2440 2445 2452 rBV 915058 1066578 22.93% 2.759%

25 16.392 2462 2466 2470 rBV 36926 47033 1.01% 0.122%

26 16.798 2530 2535 2541 rBV 34464 53907 1.16% 0.139%
Sum of corrected areas: 38654278
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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\

BF094024.D

29 Mar 2017 17:54

SJ/MA

12436-02

8 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094024.D

Aca On : 29 Mar 2017 17:54

Operator : SJ/MA

Sample = 12436-02

Misc :

ALS Vial : 8 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 8.71 ng 404632 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 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 371 (4.069 min): BF094024.D (-367) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 llllllllllllllllllllllll
| 83.0 | 3.80 4.00 4.20 4.40
1 PR A A A m/z 59.00 54.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RSN RS S U
3.80 4.00 4.20 4.40
59.0 m/z 101.10 19.92%
27\0\ L1l ‘ 70.0 83.0 10:\L0
G R S R AR AL RARLA AR KRR RARAN RARN LAAS) SARS EASE EARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
380 4.00 420 440
5000 41.0 m/z 58.00 16.15%
ol 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, l—ethoxy— LI L L L L L L B
59.0 3.80 4.00 4.20 4.40
31.0 m/z 41.05 8.65%
5000
3.0 73.0
0 15\'0 A‘ | ‘ , ‘ 87.0 102.0
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:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094024.D

Aca On : 29 Mar 2017 17:54

Operator : SJ/MA

Sample = 12436-02

Misc :

ALS Vial : 8 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 89.50 ng 4156290 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 641 (5.657 min): BF094024.D (-636) (-) m/z 132.00 100.00%
13R.0
5000 68.1
01 510 |1 g0 eo Tk sko 5k 6b0
e R I || M m/z 68.10 40.02%
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 U L R R
5.40 560 5.80 6.00
2.0 510 m/z 134.00 32.88%
0'W'”'P'”I”'“'h'M'”I”'h'“'P”'P'“I”'W'”'P'“I“"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 540 5.60 580 600
5000 m/z 66.10 25.10%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R L s ma
132.0 540 560 5.80 6.00
m/z 69.10 15.84%
117.0
5000
39.0 910
o | P @o o | wso | |
0:::::::::‘:||||||||‘|‘||||l|||||||||||||||‘|‘|||||||||l‘ A e —
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094024.D

Aca On : 29 Mar 2017 17:54

Operator : SJ/MA

Sample = 12436-02

Misc :

ALS Vial : 8 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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.53 2.64 ng 176935 Chrysene-di12 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 87
4 Pentafluoropropionic acid. penta... 374 C18H31F502 1000280-07-5 83
5 1-Docosene 308 C22H44 001599-67-3 81
Abundance Scan 2149 (14.527 min): BF094024.D (-2144) (-) m/z 83.10 100.00%
55/0 83.1
5000 h
139.0 1670 14.20 14.40 14.60 14.80
O R m/z 55.05 97 .87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
57.
5000 R SR UL UL UL
29.0 14.20 14.40 14.60 14.80
' m/z 57.05 97 .44%
o “ | 139.0 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 97.0
69.0 UL N B B UGS
14.20 14.40 14.60 14.80
5000 m/z 43.05 97 .09%
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 #139663: 3-Chloropropionic acid, heptadecy! ester R e A ARERRE A
.0 14.20 14.40 14.60 14.80
m/z 97.05 82.08%
5000
0‘

14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094024.D

Aca On : 29 Mar 2017 17:54

Operator : SJ/MA

Sample = 12436-02

Misc :

ALS Vial : 8 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 5 unknownl5.49 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.49 6.00 ng 320015 Perylene-di12 16.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-(27.2"-Dimethvlpropanoilhvdraz... 576 C30H42CI2N403 1000111-04-6 25
2 Bis(2-ethvlhexvl) phthalate 390 C24H3804 000117-81-7 25
3 1.2-Benzenedicarboxvlic acid. di... 390 C24H3804 027554-26-3 22
4 4-Nitrobenzoic acid. cvclobutvl ... 221 C11H11NO4 070335-00-1 17
5 Bromoacetic acid, 2-ethylhexyl e... 250 C10H19BrO2 068144-73-0 16
Abundance Scan 2313 (15.492 min): BF094024.D (-2308) (-) m/z 70.10 100.00%
70.1
149.0
5000 112.1 261.2
15.20 15.40 15.60 15.80
0..'.||,.“'.].,I'..l.‘. A | m/z 149.00 63.17%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #171924: 9-(2',2"-Dimethylpropanoilhydrazono)-3,6-dichloro...
149.0
57.0
5000
15.20 15.40 15.60 15.80
113.0 m/z 261.20 44 .57%
0! m‘\‘\ J“ m \18602230 476.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
149.0
15,20 15.40 15.60 15.80
5000 m/z 112.10 41.67%
51.0 279.0
113.0
o 203.0 390.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #154183: 1,2-Benzenedicarboxylic acid, diisooctyl ester R AR R AR
149.0 15.20 15.40 15.60 15.80
m/z 167.00 33.39%
5000
57.0
U l104.0 2730
ol d i it 4 8 ——
m/z--> 50 100 150 200 250 300 350 400 450 1520 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032917\
Data File : BF094024.D

Acq On : 29 Mar 2017 17:54

Operator : SJ/MA

Sample - 12436-02

Misc :

ALS Vial : 8 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 8.7 ng 404632 1 5.92 928743 20.0
unknown5 .66 5.66 89.5 ng 4156290 1 5.92 928743 20.0
3-Eicosene, (E)- 14.53 2.6 ng 176935 5 14.63 1339970 20.0
unknownl15.49 15.49 6.0 ng 320015 6 16.27 1066580 20.0
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