LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF101717\
Data File : BF099583.D

Aca On : 17 Oct 2017 16:15

Operator : SJ/JU

Sample : 15776-04

Misc :

ALS Vial : 4 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 5.057 501 505 519 rBV 308927 470818 15.51% 1.901%
2 5.457 568 573 592 rBVY 2383075 2556467 84.22% 10.322%
3 6.469 739 745 757 rBVY 2204040 2627665 86.57% 10.609%
4 6.598 763 767 770 rBVY 2629543 2636136 86.85% 10.643%
5 6.822 802 805 813 rBV 558769 525509 17.31% 2.122%
6 6.981 828 832 836 rBVY 2274053 2103743 69.31% 8.494%
7 7.392 897 902 905 rBVY 1621525 1672403 55.10% 6.752%
8 8.104 1019 1023 1027 rBV 822558 730940 24.08% 2.951%
9 9.180 1200 1206 1209 rBvY 3067062 3035405 100.00% 12.255%
10 9.574 1269 1273 1276 rBV 352838 279097 9.19% 1.127%

11 9.857 1317 1321 1325 rBV 894340 820798 27.04% 3.314%
12 10.651 1452 1456 1460 rBV 1645288 1691263 55.72% 6.828%

13 10.751 1470 1473 1481 rVB 38540 36687 1.21% 0.148%
14 11.345 1570 1574 1577 rBV 955321 841264 27.72% 3.397%
15 11.863 1658 1662 1667 rBV2 47096 55503 1.83% 0.224%
16 12.562 1777 1781 1785 rBV 87413 76829 2.53% 0.310%
17 12.739 1808 1811 1814 rVB2 65704 53712 1.77% 0.217%
18 12.792 1817 1820 1822 rVB 80704 61653 2.03% 0.249%
19 12.933 1839 1844 1847 rBV 2768841 2857058 94.12% 11.535%
20 13.439 1927 1930 1934 rBV 44231 36054 1.19% 0.146%

21 13.809 1988 1993 1997 rBV2 98443 117773 3.88% 0.476%
22 13.986 2019 2023 2026 rBV 859788 783542 25.81% 3.164%

23 14.809 2159 2163 2167 rVB 40677 43804 1.44% 0.177%

24 15.027 2196 2200 2203 rBV 24551 35948 1.18% 0.145%

25 15.056 2203 2205 2209 rVB2 26454 32379 1.07% 0.131%

26 15.451 2266 2272 2285 rVB 422419 546225 18.00% 2.205%

27 16.927 2518 2523 2531 rBV4 19375 39175 1.29% 0.158%
Sum of corrected areas: 24767850
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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\BF101717\

BF099583.D

17 Oct 2017 16:15

SJ/Ju

15776-04

4 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099583.D

Aca On : 17 Oct 2017 16:15

Operator : SJ/JU

Sample : 15776-04

Misc :

ALS Vial : 4 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.

5.06 17.92 ng 470818 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
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 505 (5.057 min): BF099583.D (-501) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 U LS SR IS U
| 83.0 | 480 5.00 5.20 5.40
e S S S = = o o o S m/z 59.00 61.74%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U RS S IS U
4.80 500 5.20 5.40
59.0 m/z 101.00 22.54%
27\'0\ L1 H 70.0 83.0 10%.0
O T T T T o o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 m/z 58.00 16.34%
41.0
29.0 101.0
ol 73.0 86.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e A mama e e
59.0 4.80 500 5.20 5.40
m/z 41.10 8.24%
5000 41.0
0 A A =X 1260 1420
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099583.D

Aca On : 17 Oct 2017 16:15

Operator : SJ/JU

Sample : 15776-04

Misc :

ALS Vial : 4 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 3-Chloro-6-fluoro-pyrazine Concentration Rank 1

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

6.60 100.33 ng 2636140 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 (BY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 767 (6.598 min): BF099583.D (-763) (-) m/z 131.95 100.00%
131.9
5000 68.0
01540 || 1o % 1m0 | %o ok ok 5k 750
O L A B e m/z 68.05 35.59%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 UM SR SRR
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.30%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.39%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! T e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.16%
74.0
5000 ogo 160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l MRS A S | G
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF092317.M Wed Oct 18 11:36:48 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099583.D

Aca On : 17 Oct 2017 16:15

Operator : SJ/JU

Sample : 15776-04

Misc :

ALS Vial : 4 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 3 1,2-Dichlorobenzene-D4 Concentration Rank 2

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

6.98 80.06 ng 2103740 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dichlorobenzene-D4 150 C6D4CI2 002199-69-1 94
2 1.4-Dichlorobenzene-D4 150 C6D4CI2 003855-82-1 94
3 Benzenamine. N.N-dimethvl-4-nitr... 150 C8H10N20 000138-89-6 32
4 2.6-Diaminopurine 150 C5H6N6 001904-98-9 12
5 But-2-yne-1,4-diol, 0,0"-bis(3-n... 384 C18H12N208 055709-58-5 12

Abundance Scan 832 (6.981 min): BF099583.D (-828) (-) o m/z 150.00 100.00%
150.0
5000 115.0
78.0
52.0 S S S S
6.60 6.80 7.00 7.20 7.40
Obrerrrrrrery 380 040 gl L, se0 | 1319 m/z 152.00  64.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24120: 1,2-Dichlorobenzene-D4
150.0
115.0
5000 52.0 78.0 SR S L S
6.60 6.80 7.00 7.20 7.40
38.0 m/z 115.00 41 .37%
0120 260 L L 80 990 et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
150.0
6.60 6.80 7.00 7.0 7.40
5000 115.0 m/z 78.00 22 .96%
52.0 78.0
14,0 28.0 400 64.0 99.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24338: Benzenamine, N,N-dimethyl-4-nitroso- A e )
150.0 6.60 6.80 7.00 7.20 7.40
m/z 52.00 16.12%
42.0 77.0
5000 105.0 20.0 6o
63 0 91.0 .
50 9001 I
OF e e pee e .H:,.l‘.. T , T
m/z--> mmmmmm7m%mmmmmmm 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099583.D

Aca On : 17 Oct 2017 16:15

Operator : SJ/JU

Sample : 15776-04

Misc :

ALS Vial : 4 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, n-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.01 ng 117773 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94
Abundance Scan 1993 (13.809 min): BF099583.D (-1988) (-) m/z 57.10 100.00%
57.1
97.1
5000
| | t 39.1 2219-1 13.40 13.60 13.80 14.00 14.20
ob— ol o 8 g o o m/z 43.00 84.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0
5000 AR SRR SRR SURBLRA
13140 13.60 13.80 14.00 14.20
1660 m/z 83.05 80.71%
o280l ||| | | 1380 1900 2410 392.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 97.10 76.78%
oL 260 139.0 17 ¢210.0 255.0 356.0
R UL UL UL UL UL LN SRR SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0 13.40 13.60 13.80 14.00 14.20
97.0 m/z 55.05 75.46%
169.0
o260 | || ‘x | #3*?0 |, 2190 2550 406.0
m/z--> 50 100 150 200 250 300 350 400 13140 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101717\
Data File : BF099583.D

Acq On : 17 Oct 2017 16:15

Operator : SJ/JU

Sample - 15776-04

Misc :

ALS Vial : 4 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... 5.06 17.9 ng 470818 1 6.83 525509 20.0
3-Chloro-6-fluoro. .. 6.60 100.3 ng 2636140 1 6.83 525509 20.0
1,2-Dichlorobenze. .. 6.98 80.1 ng 2103740 1 6.83 525509 20.0
Heptafluorobutyri... 13.81 3.0 ng 117773 5 13.99 783542 20.0
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