LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096788.D

Acq On 14 Jul 2017 22:59

Operator : SJ/JU

Sample : 14127-04

Misc :

ALS Vial : 11 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-BF071317_.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 4.798 474 478 489 rVB 349461 458601 21.60% 2.349%
2 5.234 548 552 556 rBV 1995630 2092939 98.59% 10.720%
3 6.275 723 729 738 rBV 2060968 2122947 100.00% 10.873%
4 6.392 745 749 753 rBV 2070559 2079027 97.93% 10.649%
5 6.622 785 788 792 rBVY 681709 559242 26.34% 2.864%

6.781 811 815 818 rBV 1696703 1466133 69.06% 7.509%
7.186 879 884 887 rBV 1400171 1282444 60.41% 6.569%
7.904 1002 1006 1010 rBV 909032 769626 36.25% 3.942%
8.986 1184 1190 1193 rBV 2163473 2088874 98.40% 10.699%
9.375 1253 1256 1260 rBV 338681 287054 13.52% 1.470%

=
QO ~NO®

11 9.657 1299 1304 1307 rBV 845066 818230 38.54% 4.191%
12 10.439 1433 1437 1441 rBV 1338157 1289326 60.73% 6.604%

13 10.574 1457 1460 1467 rBV 36258 37459 1.76% 0.192%
14 11.133 1551 1555 1558 rVB 896668 774297 36.47% 3.966%
15 11.680 1644 1648 1654 rBV2 71396 76392 3.60% 0.391%

16 12.716 1819 1824 1828 rBV 1753429 1760568 82.93% 9.017%
17 12.939 1860 1862 1869 rVB7 17596 25688 1.21% 0.132%
18 13.474 1938 1953 1954 rBV6 62749 196964 9.28% 1.009%
19 13.627 1975 1979 1982 rBV 123490 147914 6.97% 0.758%
20 13.757 1997 2001 2004 rBV 700639 636058 29.96% 3.258%

21 15.139 2232 2236 2240 rVB 409745 431133 20.31% 2.208%

22 16.256 2419 2426 2427 rBV6 40038 89810 4.23% 0.460%
23 17.503 2634 2638 2639 rBV3 25677 33382 1.57% 0.171%
Sum of corrected areas: 19524108
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096788.D

Acq On 14 Jul 2017 22:59

Operator : SJ/JU

Sample : 14127-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

2000000

1500000
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TIC: BF096788.D
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1

500000
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L
Time-->  8.00 8.50 9.00 9.50 10.00

10.50 11.00
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Abundance

2000000

1500000

1000000
13.76
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500000

TIC: BF096788.D

16.26

17.50

o

Time--> 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096788.D

Acq On 14 Jul 2017 22:59

Operator : SJ/JU

Sample : 14127-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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.

4.80 16.40 ng 458601 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 478 (4.798 min): BF096788.D (-474) (-) m/z 43.00 100.00%
43
59
5000
101 USRS S R
440 460 4.80 5.00 5.20
e Sl 83l eo 8 | “m/z 59.00  54.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 MRS LA UL L I
440 4.60 4.80 5.00 5.20
m/z 101.10 14 .53%
25 3 37 83 g3 101
I S " D" A N A PPt
Abundance
59
440 460 480 500 520
5000 41 m/z 58.10 13.50%
31
69 87
15 53 98
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- T e
59 440 4.60 4.80 5.00 5.20
m/z 41.00 8.64%
5000
101
15 ! \3\1 ! ‘ 53\ 1 69 83
m/z--> 10 20 30 40 5'0 6|O 7'0 8|0 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096788.D

Acq On 14 Jul 2017 22:59

Operator : SJ/JU

Sample : 14127-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 unknown6.39 Concentration Rank 1

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

6.39 74.35 ng 2079030 1,4-Dichlorobenzene-d4 6.62
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 749 (6.392 min): BF096788.D (-745) (-) m/z 132.00 100.00%
5000 68
6 TrTTTTTTTTT T T T T T T T
75 104 6.00 6.20 6.40 6.60 6.80
..,....,....,...:,“.'.‘.‘?,:!..61 |.| SO 1 A Mo S N m/z 68.10 39.89%
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 AR AR A SR A
6.00 6.20 6.40 6.60 6.80
78 m/z 134.00 31.65%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 6.60 6.80
5000 67 m/z 66.00 25.83%
41 97
53 2 117
34 60 89 105 124
wwmm@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole A R
132 6.00 6.20 6.40 6.60 6.80

m/z 69.10 15.58%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096788.D

Acq On 14 Jul 2017 22:59

Operator : SJ/JU

Sample : 14127-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 unknownl3.47 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.47 6.19 ng 196964 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Imidazole-4-methanol 98 C4H6N20 000822-55-9 27
2 Pentylamine, N-acetyl-l1-cyano- 154 C8H14N20 027395-08-0 25
3 Cyclohexane, 1-(1,5-dimethylhexy... 280 C20H40 056009-20-2 18
4 N-(5-Methylfurfuryl)dimethylamine 139 C8H13NO 014496-35-6 14
5 2H-Pyran, 3,4-dihydro-6-methyl- 98 C6H100 016015-11-5 14

Abundance Scan 1952 (13.468 min): BF096788.D (-1938) (-) m/z 43.10 100.00%

48
5000 97 \/M"//\/\_A’JV/\\

221 257 439 545 13.20 13.40 13.60 13.80
m/z 57.05 81.82%

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3036: 1H-Imidazole-4-methanol
97
69
5000 42 LI L L B B

13.20 13.40 13.60 13.80
m/z 55.00 78.50%

m/z--> O 50 100 150 200 250 300 350 400 450 500 550

%

Abundance
R EEEEE RS
13.20 13.40 13.60 13.80
5000 m/z 97.10 44 _65%
70 139
I B L B B AL W o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127781: Cyclohexane, 1-(1,5-dimethylhexyl)-4-(4-methylpen... R EEEEE RS
43 97 13.20 13.40 13.60 13.80
m/z 83.00 42 .93%
5000

%

166

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096788.D

Acq On 14 Jul 2017 22:59

Operator : SJ/JU

Sample : 14127-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 5 Cyclotetracosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.63 4.65ng 147914  Chrysene-d12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cyclotetracosane 336 C24H48 000297-03-0 91

2 n-Tetracosanol- 354 C24H500 000506-51-4 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 90
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 87
Abundance Scan 1979 (13.627 min): BF096788.D (-1975) (-) m/z 57.00 100.00%
1 &3
5000
l 139 183 1340 13.60 13.80 14.00
257 311 : : : :
e T P 439 8 s 55,05 99.13%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #174179: Cyclotetracosane
43 o
5000 LA L L L L L L L LB
11 13.40 13,60 13.80 14.00
m/z 43.05 98.71%
! dd “ L‘ H39;67196224250279308336
B : e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57 83
e
13.40 13.60 13.80 14.00
5000 111 m/z 83.10 80.77%
29 39
167195222250280308336
e o =
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #234187: 17-Pentatriacontene R mEEEE RS S
43 13.40 13.60 13.80 14.00
m/z 97.10 64 .85%
5000 83
111
l 139167196224 267293321 462490
T T T T i [ T [ T T T e
m/z--> 50 100 150 200 250 300 350 400 450 500 13.40 13,60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096788.D

Acq On 14 Jul 2017 22:59

Operator : SJ/JU

Sample : 14127-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 6 unknownl6.26 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.26 4.17 ng 89810 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cycloheptane, methyl- 112 C8H16 004126-78-7 35
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 35
3 1-Tricosene 322 C23H46 018835-32-0 35
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 14
5 Fenpropathrin 349 C22H23N03 039515-41-8 14
Abundance Scan 2427 (16.262 min): BF096788.D (-2419) (-) m/z 55.00 100.00%
5000
16,00 16,20 16.40 16.60
m/z 57.00 92.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6689: Cycloheptane, methyl-
55 97
5000 LR UL R AR SR
16.00 16.20 16.40 16.60
27 m/z 41.05 77.16%
11
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97 16,00 16,20 16.40 16.60
5000 m/z 43.10 66 .85%
29
125
153182210 252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163016: 1-Tricosene L  RRRRs Bam s
57 16.00 16.20 16.40 16.60
97 m/z 71.05 55.87%
5000
29 125
l | }?3}82210238266294322
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096788.D

Acq On 14 Jul 2017 22:59

Operator : SJ/JU

Sample : 14127-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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... 4.80 16.4 ng 458601 1 6.62 559242 20.0
unknown6 .39 6.39 74.3 ng 2079030 1 6.62 559242 20.0
unknownl13.47 13.47 6.2 ng 196964 5 13.76 636058 20.0
Cyclotetracosane 13.63 4.7 ng 147914 5 13.76 636058 20.0
unknownl6.26 16.26 4.2 ng 89810 6 15.14 431133 20.0
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