LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041717\

Data File : BF094453.D

Aca On 17 Aor 2017 17:01 Instrument :

Operator : SJ/MA EﬁAfs el
- _ lentosampleld :

a?zgle : 12728-01 CAGGa-14

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-BF041717 .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 3.899 337 342 350 rBV 367402 467224 12.42% 1.554%
2 4.310 407 412 415 rBV 2919975 2891812 76.88% 9.618%
3 5.387 589 595 598 rBY 2833125 3046123 80.98% 10.131%
4 5.510 611 616 619 rBY 3129808 3112026 82.73% 10.350%
5 5.757 654 658 662 rBV 946925 834204 22.18% 2.774%

6 5.934 683 688 692 rBV 2411844 2471080 65.69% 8.218%
7 6.410 762 769 772 rBV 1775607 1987561 52.84% 6.610%
8 7.257 908 913 917 rBV 1147264 1144829 30.43% 3.808%
9 8.581 1132 1138 1142 rBV 3198744 3761587 100.00% 12.510%
10 9.081 1218 1223 1226 rBV 141770 125500 3.34% 0.417%
11 9.392 1270 1276 1281 rBV2 1212012 1265612 33.65% 4_.209%
12 9.992 1373 1378 1382 rVB 47682 45481 1.21% 0.151%
13 10.369 1436 1442 1448 rBV 1663427 1737298 46.19% 5.778%
14 10.575 1472 1477 1485 rBV 62287 80578 2.14% 0.268%
15 11.128 1568 1571 1574 rBV 50755 50795 1.35% 0.169%

16 11.216 1580 1586 1589 rBV 1175022 1219143 32.41% 4 _055%
17 11.657 1658 1661 1665 rBV 46420 42657 1.13% 0.142%
18 13.198 1915 1923 1926 rBV 2914125 3472634 92.32% 11.549%
19 14.363 2116 2121 2133 rBvV2 107215 197623 5.25% 0.657%
20 14.457 2133 2137 2141 rBV 1115066 1132138 30.10% 3.765%

21 15.574 2324 2327 2333 rVB 38216 43726 1.16% 0.145%

22 16.080 2408 2413 2421 rBV 839667 884330 23.51% 2.941%

23 18.962 2899 2903 2911 rVB7Y 24437 53744 1.43% 0.179%
Sum of corrected areas: 30067705
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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\BF041717\
BF094453.D

17 Apr 2017 17:01

SJ/MA

12728-01

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF094453.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041717\

Data File : BF094453.D

Aca On : 17 Apr 2017 17:01

Operator : SJ/MA

a?ggle ; 12728-01 CAGGa-14
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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.

3.90 11.20 ng 467224 1,4-Dichlorobenzene-d4 5.76
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 342 (3.899 min): BF094453.D (-337) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 e e
| 83.0 3.60 3.80 4.00 4.20
o) BEMSAY A | Ec  AS. m/z 59.10 60.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL L
59.0 360 3.80 4.00 4.20
m/z 101.10 21.44%
?1‘.0 L1 L 83.0 10%.0
G R R R SR AN ARAR RRARA RARSA RARAN LARAN LALASALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
360 3.80 400 420
5000 41.0 m/z 58.10 16.00%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— AL N L LA L N B
43.0 3.60 3.80 4.00 4.20
m/z 41.10 9.19%
5000
101.0
15.0
‘ 27.0 56.0 71.0 ‘
0'”I””I”mw”””J”I”LI”'W”'Wﬁqg”'d”'W”'W”'W”'W“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041717\

Data File : BF094453.D

Aca On : 17 Apr 2017 17:01

Operator : SJ/MA

a?ggle ; 12728-01 CAGGa-14
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown5.51 Concentration Rank 1

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

5.51 74.61 ng 3112030 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 616 (5.510 min): BF094453.D (-611) (-) m/z 132.00 100.00%
132.
5000 68.1
96.1 U UL L L R
40.1 540 5.20 5.40 5.60 5.80
0 ..,....,....,...:,".'...,::..,.:.-.'...l:.,??:? ogero m/z 68.10 39.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 PN
10 550 %0 70 m/z 134.00  33.06%
‘ ‘ 79.0 '
0'W'”'P'”I”'AJ”'ﬂ””lmtm'muﬁ'”l“”l”'W'”'P'”I"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
520 540 560 580
5000 m/z 66.10 24 _.09%
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 #13916: Benzene, 1,3,5-trifluoro- e o b R
132.0 5.20 5.40 5.60 5.80
m/z 69.10 15.87%
5000
63.0 810
31.0 500 | ‘ 101.0112.0
0|||||||||||||||||||||‘|l|||||‘|||||||||||||||‘||||||| T —T ——t — —T S—
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041717\

Data File : BF094453.D

Aca On : 17 Apr 2017 17:01

Operator : SJ/MA

a?ggle ; 12728-01 CAGGa-14
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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.
14.36 3.49 ng 197623 Chrysene-di12 14 .46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 9-Eicosene. (E)- 280 C20H40 074685-29-3 90
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 87
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 83
5 1-Hexadecanol 242 C16H340 036653-82-4 83
Abundance Scan 2121 (14.363 min): BF094453.D (-2116) (-) m/z 57.10 100.00%
- M—/‘}L\—’ﬂ(
14.00 14.20 1440 1460
Obrprredh m/z 55.05 94 .09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43.0 97.0
5000 U D URELE B B
mmmmmmmm
125.0 m/z 83.10 91.86%
0l15.0 Ll 154.0 182.0 210.0 238.0 266.0
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
14.00 14.20 14.40 14.60
5000 m/z 43.10 91.35%
29.0 111.0

139.0 168.0 196.0 223.0 252.0 280.0

SE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #153508: Pentafluoropropionic acid, hexadecyl ester BB e e
43.0 14.00 14.20 14.40 14.60
m/z 97.10 90.61%
5000 69.0

o 1250 1550  196.0 224.0
il
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60

-
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF041717\

Data File : BF094453.D

Acq On 17 Apr 2017 17:01

Operator : SJ/MA

a?ggle ; 12728-01 CAGGa-14
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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... 3.90 11.2 ng 467224 1 5.76 834204 20.0
unknown5.51 5.51 74.6 ng 3112030 1 5.76 834204 20.0
1-Nonadecene 14.36 3.5 ng 197623 5 14.46 1132140 20.0
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