LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099301.D

Aca On : 10 Oct 2017 15:11

Operator : SJ/JU

Sample : 15651-01

Misc :

ALS Vial : 12 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-BF092317.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 2.134 4 8 16 rVB 30699 44704 1.92% 0.232%
2 5.087 506 510 521 rBV 276102 354302 15.20% 1.842%
3 5.487 573 578 581 rBY 2169584 2111862 90.61% 10.978%
4 6.498 745 750 753 rBVY 2074770 2104339 90.29% 10.939%
5 6.634 769 773 776 rBVY 2418270 2235177 95.90% 11.619%
6 6.863 808 812 816 rBV 773694 597014 25.61% 3.104%
7 7.022 834 839 842 rBVY 1999869 1770356 75.96% 9.203%
8 7.428 903 908 911 rBVY 1446451 1347685 57.82% 7 .006%
9 8.145 1026 1030 1033 rBVY 954284 768212 32.96% 3.993%
10 9.222 1208 1213 1216 rBvV 2431383 2330721 100.00% 12.116%
11 9.610 1275 1279 1286 rBV 334306 271184 11.64% 1.410%
12 9.822 1309 1315 1319 rVB 32267 32288 1.39% 0.168%
13 9.898 1324 1328 1332 rBV 913651 760808 32.64% 3.955%
14 10.316 1396 1399 1402 rVB 59424 43885 1.88% 0.228%
15 10.686 1458 1462 1473 rBV 1046717 919243 39.44% 4_.779%
16 10.792 1477 1480 1489 rVB 57450 66888 2.87% 0.348%
17 11.239 1552 1556 1558 rBvV 30910 27222 1.17% 0.142%
18 11.386 1577 1581 1584 rBV 756192 627124 26.91% 3.260%
19 12.598 1784 1787 1791 rBV 29053 23365 1.00% 0.121%
20 12.827 1821 1826 1829 rBV 32536 30766 1.32% 0.160%

21 12.969 1846 1850 1853 rBV 1784699 1556354 66.78% 8.091%
22 13.857 1995 2001 2012 rBV6 51644 105180 4_.51% 0.547%
23 14.027 2026 2030 2033 rBV 593999 564714 24.23% 2.936%
24 14.216 2059 2062 2068 rVB 25308 26639 1.14% 0.138%
25 15.498 2276 2280 2288 rVB 372190 474963 20.38% 2.469%

26 16.439 2436 2440 2444 rVB4 23257 41652 1.79% 0.217%

Sum of corrected areas: 19236647
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF101017\

BF099301.D

10 Oct 2017 15:11

SJ/JuU

15651-01

12 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099301.D

Aca On : 10 Oct 2017 15:11

Operator : SJ/JU

Sample : 15651-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

5.09 11.87 ng 354302 1,4-Dichlorobenzene-d4 6.86
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 511 (5.093 min): BF099301.D (-508) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R U S IR
| 83.0 | 480 5.00 5.20 5.40
1§ PO St S — m/z 59.00 59.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U S IR
4.80 500 5.20 5.40
59.0 m/z 101.00 21.80%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 16.71%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R A
59.0 4.80 500 5.20 5.40
m/z 41.00 9.63%
5000 41.0
0 I 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40

8270-BF092317.M Wed Oct 11 15:05:29 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099301.D

Aca On : 10 Oct 2017 15:11

Operator : SJ/JU

Sample : 15651-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.63 Concentration Rank 1

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

6.63 74.88 ng 2235180 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 772 (6.628 min): BF099301.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || sao *® s 620 640 650 B0 760
O et | S L R . (e m/z 68.10 38.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 A UL AR I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.97%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
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 66.00 24.34%
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 A
Abundance #14491: 5-Aminoindole e REREE RaEEE

132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 14 .84%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099301.D

Aca On : 10 Oct 2017 15:11

Operator : SJ/JU

Sample : 15651-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.79 2.13 ng 66888 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
5 Tritetracontane 605 C43H88 007098-21-7 90

Abundance Scan 1480 (10.792 min): BF099301.D (-1477) (-) m/z 57.00 100.00%

5000

10.40 10.60 10.80 11.00 11.20

0! m/z 43.05 71.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57.0
5000 85.0 L B

10.40 10.60 10.80 11.00 11.20
29.0 m/z 71.05 68.56%

| | 1130 1410 169.0 1980
,,,,,,, I A RAREEEEEEEEEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0

10 40 10. 60 10 80 11. OO 11.20

o

5000 85.0 m/z 85.00 46.27%
29.0
o 130 4m0 1690 1970 2250 254.0
T T T e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane

57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.10 33.15%

5000 85.0
29.0
| ‘ 1130 1410 169.0 212.0

o.”,”.w.”.“.”,”.w.”.“.”,”...”..”...” N S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 40 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099301.D

Aca On : 10 Oct 2017 15:11

Operator : SJ/JU

Sample : 15651-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 3.73 ng 105180 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 87
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 87
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 87
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 83
5 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 83
Abundance Scan 2002 (13.863 min): BF099301.D (-1995) (-) m/z 57.00 100.00%
57.0
97.0
5000
1200 1930 2340 1560 1380 1400 1420
0 m/z 55.00 91.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0
97.0
5000 L SN SR SULRUL I
13.60 13.80 14.00 14.20
m/z 83.00 90.59%
Ozgs‘llq‘t\ui‘,\\,‘“l ‘\ L1 |_1,89,0| B X
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 43.05 82 .54%
169.0
0 137.0 22402690 420.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate e  RRRaE Bam s
57.0 13.60 13.80 14.00 14.20
m/z 69.05 77 .31%
97.0
5000
0 il ‘ a7, 020 2380 sg30 434.0
m/z--> 50 1(')0 1&1;0 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101017\
Data File : BF099301.D

Acq On : 10 Oct 2017 15:11

Operator : SJ/JU

Sample : 15651-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.09 11.9 ng 354302 1 6.86 597014 20.0
unknown6 .63 6.63 74.9 ng 2235180 1 6.86 597014 20.0
Tetradecane 10.79 2.1 ng 66888 4 11.39 627124 20.0
Dichloroacetic ac... 13.86 3.7 ng 105180 5 14.03 564714 20.0
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