LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BFO071117\
Data File : BF096655.D

Acq On 11 Jul 2017 20:18

Operator : SJ/JU

Sample : 14115-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 height area % max. total
1 4._857 468 471 479 rVB 137732 167984 6.52% 0.970%
2 5.293 541 545 553 rBV 1498393 1371685 53.22% 7.922%
3 6.316 716 719 730 rBVY 884606 819204 31.78% 4.731%
4 6.451 738 742 746 rBV 2220389 2187404 84.87% 12.632%
5 6.681 778 781 785 rBV 621805 575354 22.32% 3.323%
6 6.840 804 808 812 rBV 2087303 2022661 78.48% 11.681%
7 7.245 872 877 880 rBvV 1707071 1712273 66.44% 9.889%
8 7.969 995 1000 1003 rBVY 700512 656605 25.48% 3.792%
9 9.045 1178 1183 1186 rBV 2808579 2577333 100.00% 14.884%
10 9.434 1246 1249 1252 rBV 68304 50180 1.95% 0.290%

11 9.716 1293 1297 1301 rBV 736715 627849 24 _.36% 3.626%
12 10.498 1426 1430 1441 rBV 1145584 1145802 44.46% 6.617%
13 11.192 1544 1548 1552 rBV 568211 499087 19.36% 2.882%
14 12.780 1813 1818 1821 rBV 1936742 1780633 69.09% 10.283%
15 13.686 1968 1972 1976 rBV 60987 79100 3.07% 0.457%

16 13.821 1991 1995 2000 rVB 588519 535188 20.77% 3.091%
17 15.221 2228 2233 2238 rBV 433786 507441 19.69% 2.931%

Sum of corrected areas: 17315783
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO71117\
Data File : BF096655.D

Acq On - 11 Jul 2017 20:18

Operator : SJ/JU

Sample : 14115-01

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF096655.D

2500000

2000000

5.29

1500000

1000000

500000

4.86

6.45

6.84

6.68

7.25

1
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

6.50

Abundance TIC: BF096655.D

2500000

2000000

1500000
10.50

1000000

7.97 9.72
11.19

500000

A
| S B E I R S D S B N S S S B B B S B B S e S S B S

12.78

13.
)

9.43
O
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

12.00

12.50 13.00

13.50

Abundance TIC: BF096655.D

2500000

2000000

1500000

1000000

13.82

500000 15.22

S e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.50 19.00

18.00

8270-BF070117.M Wed Jul 12 17:15:26 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071117\
Data File : BF096655.D

Acq On 11 Jul 2017 20:18

Operator : SJ/JU

Sample : 14115-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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.

4._86 5.84 ng 167984 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23

Abundance Scan 471 (4.857 min): BF096655.D (-468) (-) m/z 42.95 100.00%
43
59
5000
s o 1‘|’1 460 480 500 520
e L Ea matm m/z 59.00 52_.07%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR SRR RN RN
4.60 4.80 5.00 5.20
59 m/z 58.00 15.13%
21 37 | 53‘\‘ 67 77 83 91 ‘1?1
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 41 m/z 101.00 14 _.56%
31
69 a7
15 53 98
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R R mma s
59 4.60 4.80 5.00 5.20
m/z 41.00 7.48%
5000
a1 101
15 1 3\1 \‘H 53\\\“ 69 8‘3
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071117\
Data File : BF096655.D

Acq On 11 Jul 2017 20:18

Operator : SJ/JU

Sample : 14115-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 unknown6.45 Concentration Rank 1

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

6.45 76.04 ng 2187400 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 742 (6.451 min): BF096655.D (-738) (-) m/z 132.00 100.00%
32
5000 68
| 6 620 640 6.60 680
75 104 : : :
0 ..,....,....,...:I'!.‘.‘?," Sk .|....,..5.‘.7,....,.-:..,.1.1:‘3.,...., - m/z 68.10 39.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U LS A LR
6.20 6.40 6.60 6.80
78 m/z 134.00 32.78%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 67 m/z 66.00 26.32%
41 97
53 2 117
34 60 89 105 124
wwmmwwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e  REama
132 6.20 6.40 6.60 6.80

m/z 69.10 15.74%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071117\
Data File : BF096655.D

Acq On 11 Jul 2017 20:18

Operator : SJ/JU

Sample : 14115-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.69 2.96 ng 79100 Chrysene-d12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 87
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 87
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 83
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 80
Abundance Scan 1973 (13.692 min): BF096655.D (-1968) (-) m/z 43.00 100.00%
43
83
5000
101 302 13.40 13.60 13.80 14.00
Frprere e m/z 55.00 85.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115906: 1-Nonadecene
43 o7
69
5000 SR AR SR SR B
13.40 13.60 13.80 14.00
125 m/z 57.05 84.18%
26 | I I 154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 SR AR SR SR B
a1 13.40 13.60 13.80 14.00
5000 m/z 83.05 65.60%
125
79 154 182 210 238 265283 334
WWTWWWWWWWWWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester R B
13.40 13.60 13.80 14.00
69 m/z 69.10 53.35%
5000
125
2 153 196 224

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BFO071117\
Data File : BF096655.D

Acq On 11 Jul 2017 20:18

Operator : SJ/JU

Sample : 14115-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.86 5.8 ng 167984 1 6.69 575354 20.0
unknown6 .45 6.45 76.0 ng 2187400 1 6.69 575354 20.0
1-Nonadecene 13.69 3.0 ng 79100 5 13.82 535188 20.0
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