LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099281.D

Aca On : 10 Oct 2017 00:03

Operator : SJ/JU

Sample : 15651-08

Misc :

ALS Vial : 24 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 2.152 7 11 16 rVB 34972 47176 1.86% 0.229%
2 5.093 507 511 528 rBV 327074 443906 17.46% 2.154%
3 5.487 574 578 582 rBVY 2058097 2204403 86.70% 10.695%
4 6.498 745 750 753 rBVY 2191776 2199385 86.50% 10.671%
5 6.634 769 773 776 rBVY 2443798 2330155 91.65% 11.305%

6.863 808 812 816 rBV 774654 602386 23.69% 2.923%
7.022 834 839 842 rBV 2066780 1827478 71.88% 8.866%
7.428 903 908 911 rBV 1499771 1410349 55.47% 6.842%
8.145 1026 1030 1033 rBV 991918 805257 31.67% 3.907%
9.222 1208 1213 1216 rBV 2619423 2542565 100.00% 12.336%

=
QO ~NO®

11 9.610 1275 1279 1288 rBV 497108 384646 15.13% 1.866%
12 9.898 1324 1328 1332 rBV 985045 834122 32.81% 4.047%

13 10.316 1397 1399 1402 rVB 41162 33599 1.32% 0.163%
14 10.686 1458 1462 1473 rBV 1203908 1193388 46.94% 5.790%
15 10.792 1477 1480 1485 rBV 57841 57152 2.25% 0.277%
16 11.386 1577 1581 1584 rBV 834887 693693 27.28% 3.366%
17 12.598 1784 1787 1792 rVB 55184 45663 1.80% 0.222%
18 12.827 1820 1826 1829 rBV2 44346 47464 1.87% 0.230%
19 12.969 1846 1850 1853 rBV 1894502 1645312 64.71% 7.982%
20 13.857 1997 2001 2009 rVB2 55538 81733 3.21% 0.397%
21 14.027 2026 2030 2033 rBvV 568127 551263 21.68% 2.675%
22 15.068 2203 2207 2211 rBV2 21938 38478 1.51% 0.187%
23 15.439 2266 2270 2276 rVB 22964 29228 1.15% 0.142%

24 15.504 2276 2281 2290 rBV 427865 562933 22.14% 2.731%

Sum of corrected areas: 20611734
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Inte

Z:\HPCHEMI\BNA F\DATA\BF100917\

- BF099281.D

- 10 Oct 2017 00:03

- SJ/3U

- 15651-08

- 24 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

grated Chromatogram

BF092317 .M
CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099281.D

Aca On : 10 Oct 2017 00:03

Operator : SJ/JU

Sample : 15651-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14.74 ng 443906 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 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 511 (5.093 min): BF099281.D (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 U R U S IR
| 83.0 | 480 5.00 520 5.40
Obrrr e e e m/z 59.00 57.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LI LS I
59.0 480 500 520 5.40
0
150 4, 1010 m/z 101.00 21.77%
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
59.0
480 5.00 520 540
5000 410 m/z 58.00 16.19%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LI L L L L L B
43.0 4.80 5.00 520 5.40
m/z 41.10 8.94%
5000
101.0
15.0
‘ 27.0 56.0 71.0 ‘
0'”I””P'Nh'”ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W U R U S SR
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:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099281.D

Aca On : 10 Oct 2017 00:03

Operator : SJ/JU

Sample : 15651-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 77.36ng 2330160  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 Tranvlcvporomine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
Abundance Scan 772 (6.628 min): BF099281.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 T T T o
40.0 54.0 J 6.20 6.40 6.60 6.80 7.00
bt -|-|.'.8,19. e m/z 68.10 39.41%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 SRS RS SRS RS SR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.92%
0 ‘ b1 H 1 . !
L L L L L WL L ML LN L ML
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24 .52%
41.0 97.0
117.0
54,0 81.0
O e e T
m/z--> 40 60 80 100 120 140 160 180 /\
Abundance #52379: Tranylcypromine-propionyl e ERERmEREmSE AT
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.06%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l S| G | SN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF092317.M Tue Oct 10 14:09:22 2017

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099281.D

Aca On : 10 Oct 2017 00:03

Operator : SJ/JU

Sample : 15651-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, n-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 2.97 ng 81733 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Carbonic acid. hexadecvl 2.2.2-t... 416 C19H35CI1303 1000314-56-2 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
Abundance Scan 2002 (13.863 min): BF099281.D (-1997) (-) m/z 55.00 100.00%
0
97.1
5000
3% 205.1 |13.60 13.80 14.00 14.20
0 e e e m/z 83.00 96.23%
m/z--> 100 150 200 250 300 350 400
Abundance #215485 Heptafluorobutyric acid, n-tetradecyl ester
5000 LI SRR BRI SULRN SR
13.60 13.80 14.00 14.20
o m/z 43.10 95.27%
ol “ ‘h Ll Pﬁ? 0 N 199 0 2410 392.0
m/z--> 300 350 400
Abundance
57.0
97.0 R NS BN SUNR BN
13.60 13.80 14.00 14.20
5000 m/z 57.00 92.92%
169.0
o260 138.0 210.0 2550 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #217748: Carbonic acid, hexadecyl 2,2,2-trichloroethy| ester R REEmEmEm e
83.0 13.60 13.80 14.00 14.20
43.0 m/z 97.10 76.03%
5000
0’ I
m/z--> 50 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100917\
Data File : BF099281.D

Acq On : 10 Oct 2017 00:03

Operator : SJ/JU

Sample - 15651-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : 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 14.7 ng 443906 1 6.86 602386 20.0
unknown6 .63 6.63 77.4 ng 2330160 1 6.86 602386 20.0
Heptafluorobutyri... 13.86 3.0 ng 81733 5 14.03 551263 20.0
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