LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\

Data File : BF099629.D

Aca On : 18 Oct 2017 20:47 Instrument :

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

3?22'6 : 15930-01 FK-GF-02-012-A

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 5.051 501 504 520 rBV 237105 325616 15.60% 1.802%
2 5.457 569 573 591 rBY 1923970 1879296 90.04% 10.403%
3 6.469 741 745 758 rBVY 1782839 1933463 92.63% 10.703%
4 6.598 763 767 771 rBV 2077368 1947775 93.32% 10.782%
5 6.827 802 806 814 rBV 741292 616244 29.52% 3.411%
6 6.980 828 832 845 rVB 1726678 1538572 73.71% 8.517%
7 7.392 898 902 905 rBVY 1279973 1168372 55.98% 6.467%
8 8.110 1020 1024 1027 rBV 910789 840363 40.26% 4.652%
9 9.180 1201 1206 1209 rBvV 2391917 2087261 100.00% 11.554%
10 9.574 1268 1273 1278 rVB 85557 67747 3.25% 0.375%

11 9.863 1318 1322 1326 rBV 919330 860921 41.25% 4._.766%
12 10.651 1452 1456 1465 rBV 1171915 1039902 49.82% 5.756%
13 11.345 1571 1574 1577 rBV 794052 732011 35.07% 4._.052%

14 11.368 1577 1578 1583 rVB 41512 34775 1.67% 0.192%
15 12.562 1777 1781 1786 rBV 75722 64503 3.09% 0.357%
16 12.792 1818 1820 1823 rVB 74629 56610 2.71% 0.313%
17 12.927 1839 1843 1847 rBVY 1525571 1348071 64.59% 7.462%
18 13.809 1988 1993 1997 rBvV2 51929 72622 3.48% 0.402%
19 13.992 2019 2024 2027 rBvV 597863 588685 28.20% 3.259%
20 14.015 2027 2028 2033 rVB 35109 24075 1.15% 0.133%
21 15.033 2198 2201 2203 rBV 23721 25594 1.23% 0.142%
22 15.456 2268 2273 2277 rBV 466649 566178 27.13% 3.134%
23 15.862 2339 2342 2346 rVB3 27926 39453 1.89% 0.218%
24 16.115 2381 2385 2393 rVB2 51631 92449 4_.43% 0.512%
25 16.350 2422 2425 2431 rVB4 25915 42219 2.02% 0.234%
26 16.545 2454 2458 2465 rVB4 39098 72558 3.48% 0.402%
Sum of corrected areas: 18065335
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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\BF101817\

BF099629.D

18 Oct 2017 20:47

SJ/Ju

15930-01

12 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF099629.D

6.60

5.46

6.47 6.98

7.39

6.83

5.05

0
Time-->

5.00

5.50

6.00

Abundance

2000000

1500000

1000000

500000

8.11

TIC: BF099629.D

12.93

10.65

11.34

9.57 11.37

12.5612.79

Or——
Time-->

13.00

13.50

12.00 12.50

T
9.50 10.00 10.50 11.00 11.50

Abundance

2000000

1500000

1000000

500000

13.99

TIC: BF099629.D

15.46

15.86 16.1216.356.54

Time-->

14.00

18.00 18.50

19.00

16.00

16.50 17.00 17.50

14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099629.D

Aca On : 18 Oct 2017 20:47

Operator : SJ/JU

Sample = 15930-01

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 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

5.05 10.57 ng 325616 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 504 (5.051 min): BF099629.D (-501) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e R e
| 83.0 | 4.80 5.00 5.20 5.40
e e e e e e e e e m/z 59.00 59.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 IR SR N RS A
410 480 5.00 520 5.40
. 0
290 1010 m/z 101.00 21.62%
"WH'WHJHM'“A“WH¢W“'J%QW§QRH'WM'W“'WH'W“'W“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 5.00 520 5.40
0
5000 5.0 m/z 58.00 16.82%
15.0 101.0
31.0 83.0
mﬁmﬁmﬁm
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 B REama e
54.0 480 5.00 520 5.40
m/z 41.00 8.52%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l U U L R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099629.D

Aca On : 18 Oct 2017 20:47

Operator : SJ/JU

Sample = 15930-01

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 unknown6.60 Concentration Rank 1

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

6.60 63.21 ng 1947780 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 767 (6.598 min): BF099629.D (-763) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 510 || oo % im0 620 64 60 B> 700
ST O | SR .- A+ £ SN | N m/z 68.10 36.50%
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 | I AR A
6.20 6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32.47%
| P H | !
mz-> 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 22.52%
41.0 97.0
53.0
79.0 117.0
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I\
Abundance #14491: 5-Aminoindole e e
132.0 6.20 6.40 6.60 6.80 7.00

m/z 96.00 14 _.12%

5000

104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

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

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099629.D

Aca On : 18 Oct 2017 20:47

Operator : SJ/JU

Sample = 15930-01

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 Heptafluorobutyric acid, he... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.81 2.47 ng 72622 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 83
2 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 80
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 80
4 n-Nonadecanol-1 284 C19H400 001454-84-8 68
5 n-Heptadecanol-1 256 C17H360 001454-85-9 68
Abundance Scan 1993 (13.809 min): BF099629.D (-1988) (-) m/z 57.00 100.00%
57.0
5000
13.40 13.60 13.80 14.00 14.20
m/z 83.05 75.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
97.0
5000 AR SRR B UL I
1340 13.60 13.80 14.00 14.20
160.0 m/z 43.05 71.26%
2610 | || \H\ | | 13807 2240 2699 4200
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.05 67.88%
97.0
26.0 130.0 168.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate A B o
570 g7 13.40 13.60 13.80 14.00 14.20
' m/z 97.00 51.67%
5000
260/ | Il i} \?3?? 1820 2220 2660 3110 412.0
m/z--> 50 1(')0 150 200 250 300 350 400 1340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099629.D

Aca On : 18 Oct 2017 20:47

Operator : SJ/JU

Sample = 15930-01

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 unknownl6.12 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.12 3.27 ng 92449 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4(1H)-Pteridinone. 2-amino-6.7-d... 191 C8H9N50 000611-55-2 38
2 Amiphenazole 191 C9HON3S 000490-55-1 38
3 9H-Fluorene-9-carbonitrile 191 C14H9N 001529-40-4 38
4 Phenol. 2.5-bis(1l.1-dimethvlethvl)- 206 C14H220 005875-45-6 38
5 Pivalamide, N-methyl-N-phenyl- 191 C12H17NO 1000345-72-6 38
Abundance Scan 2386 (16.121 min): BF099629.D (-2381) (-) m/z 191.05 100.00%
191.1
5000
218.2 249.1 2861 383.3 15.80 16.00 16.20 16.40
m/z 95.05 47 .02%
m/z--> 50 100 150 200 250 300 350
Abundance #53989: 4(1H)-Pteridinone, 2-amino-6,7-dimethyl-
43.0 191.0
5000 150.0 15.80 16.00 16.20 16.40
o0 1220 m/z 177.10 44 .22%
.JN.WW. HLJ..‘.‘N.‘ e
m/z--> 50 100 150 200 250 300 350
Abundance
191.0
15.80 16.00 16.20 16.40
5000 121.0 m/z 81.05 39.52%
43.0 77.0 149.0
m/z--> ' 'éo' - 160" "150" "260" "250" "360" "350" -
Abundance #53875: 9H-Fluorene-9-carbonitrile R EE mE
191.0 15.80 16.00 16.20 16.40
m/z 109.05 36.12%
5000
164.0
?%q' F%?W" s | RN U UL UL UL BN BN B
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099629.D

Aca On : 18 Oct 2017 20:47

Operator : SJ/JU

Sample = 15930-01

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 6 unknownl6.54 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.54 2.56 ng 72558 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-(p-Aminophenvl)-2-thiazolamine 191 CO9HON3S 090349-87-4 43
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 43
3 9H-Fluorene-9-carbonitrile 191 C14H9N 001529-40-4 38
4 3-Buten-2-one. 4-(2.5.6.6-tetram... 206 C14H220 000079-70-9 35
5 4-Fluoro-2-trifluromethylbenzoic... 418 C23H34F402 1000338-50-5 35
Abundance Scan 2457 (16.539 min): BF099629.D (-2454) (-) m/z 191.20 100.00%
191.2
5000 o0 951 1231
41.0 149.0 S BURRN EEE s me s m
2290 279.1 1620 16.40 16.60 16.80
. m/z 123.10 39.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54044: 5-(p-Aminophenyl)-2-thiazolamine
191.0
5000 AR AR SRR BARRE
16 20 16. 40 16 60 16.80
136.0 m/z 95.10 36.97%
-0 164.0
180 10 770 1040 T MO
m/z--> ﬁo 45 éo 85 160 150 140 1é0 1éo 200 220 240 2éo 2éo
Abundance
191.0
16:20 16.40 16.60 16.80
5000 m/z 109.05 33.70%
43.0 60.0 910 123.0 149.0
Wﬁmﬁmﬁwﬁmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53875: 9H-Fluorene-9-carbonitrile R e
191.0 16.20 16.40 16.60 16.80
m/z 69.05 33.19%
5000
1640
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1620 1640 1660 1680
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101817\
Data File : BF099629.D

Acq On : 18 Oct 2017 20:47

Operator : SJ/JU

Sample - 15930-01

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]
Propane, 2-methyl... 5.05 10.6 ng 325616 1 6.83 616244 20.0
unknown6 .60 6.60 63.2 ng 1947780 1 6.83 616244 20.0
Heptafluorobutyri... 13.81 2.5 ng 72622 5 13.99 588685 20.0
unknownl16.12 16.12 3.3 ng 92449 6 15.46 566178 20.0
unknownl16 .54 16.54 2.6 ng 72558 6 15.46 566178 20.0
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