LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094288.D

Aca On > 7 Apr 2017 22:20

Operator : SJ/MA

Sample : 12534-11

Misc :

ALS Vial : 23 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-BF032217.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 3.446 261 265 269 rVB 50091 52867 1.28% 0.163%
2 3.999 354 359 368 rBV 720015 861596 20.88% 2.660%
3 4.428 427 432 435 rBVY 3657140 3571955 86.55% 11.028%
4 5.510 610 616 619 rBY 3225981 3840307 93.06% 11.857%
5 5.622 630 635 638 rBY 3703735 3881653 94.06% 11.984%

5.857 670 675 678 rBvV 856470 841755 20.40% 2.599%
6.034 700 705 709 rBV 2993364 3035800 73.56% 9.373%
6.510 779 786 789 rBV 2221822 2527122 61.24% 7.802%
1199419 1085530 26.30% 3.352%
8.681 1149 1155 1159 rBV 3644865 4126899 100.00% 12.742%
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11 9.175 1235 1239 1244 rBV 314829 288792 7.00% 0.892%
12 9.498 1290 1294 1299 rVB 1089369 1048781 25.41% 3.238%
13 10.086 1389 1394 1398 rVB 75699 68792 1.67% 0.212%
14 10.363 1433 1441 1444 rBV2 25019 46570 1.13% 0.144%
15 10.481 1455 1461 1464 rBV 1760826 1886176 45.70% 5.823%

16 10.675 1490 1494 1502 rBV 79774 113029 2.74% 0.349%

17 11.228 1585 1588 1591 rBV 56434 52309 1.27% 0.162%
18 11.322 1600 1604 1608 rBV 874294 833553 20.20% 2.574%
19 12.051 1724 1728 1735 rBv4 45127 79652 1.93% 0.246%
20 12.816 1855 1858 1864 rVB 35651 41437 1.00% 0.128%
21 13.092 1901 1905 1909 rVB 40591 46999 1.14% 0.145%

22 13.304 1935 1941 1945 rBV 2430820 2629802 63.72% 8.119%
23 14.574 2153 2157 2161 rBV 780311 810784 19.65% 2.503%
24 16.210 2431 2435 2442 rVB 552140 617217 14.96% 1.906%

Sum of corrected areas: 32389377
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094288.D

Aca On : 7 Apr 2017 22:20

Operator : SJ/MA

Sample : 12534-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094288.D

3500000 443 5162
5,51

3000000 6.03

2500000
6.51
2000000
1500000
7.36

1000000 5.86
4.00

500000

345 L {

e s L | .

Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF094288.D

3500000 8168

3000000

2500000 13.30

2000000 10.48

1500000

9.50
1000000 11.32

10.09 10.343 10.67 11.2 12.05 12.82 13.09

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: BF094288.D

3500000

500000 9.17

3000000
2500000
2000000
1500000

1000000 14.57 16.21

500000

T T T T T T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094288.D

Aca On : 7 Apr 2017 22:20

Operator : SJ/MA

Sample : 12534-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown4.00 Concentration Rank 3

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

4.00 20.47 ng 861596 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 9

Abundance Scan 359 (3.999 min): BF094288.D (-354) (-) m/z 43.00 100.00%
48
59
5000
1‘|’1 350 350 400 420 440
51 69 83 : : : :
...,....,....,....-,':...,..:!,....,....,.'...,....~,....,....,....,....,...., m/z 59.10 59.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 NSRBI NRADE SRR R
59 3.60 3.80 4.00 4.20 4.40
m/z 101.10 20.68%
15 31 101
‘ 1l ‘ L 51 \‘ 83 ‘
miz--> T % % 4 55 €0 70 80 90 100 130 130 130 150
Abundance
59
360 3.80 4.00 420 4.40
5000 M m/z 58.00 14.70%
68
50 126 142
wﬂmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime T R e
43 3.60 3.80 4.00 4.20 4.40
m/z 41.10 9.03%
5000
101
15 3 % 6 86
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|O 9'0 1(')0 11'0 12'0 150 14'10 ' 360 3130 400 4'20 4'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094288.D

Aca On : 7 Apr 2017 22:20

Operator : SJ/MA

Sample : 12534-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.62 Concentration Rank 1

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

5.62 92.23 ng 3881650 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 635 (5.622 min): BF094288.D (-630) (-) m/z 131.95 100.00%
32
5000 68
6 rrrTyrTTTrTTTT T T T T
4 _ 54 75 104 5.20 5.40 5.60 5.80 6.00
..,....,....,...:,"!.‘.‘7.,::..??:l-.',..'..,..5.‘.7,....,.':..,.1.1.5.,....,~'...,... m/z 68.05 39.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 S L UL SR
5.20 5.40 5.60 5.80 6.00
0
31 4 Sﬁ 78 m/z 134.00 33.32%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580 6.00
5000 67 m/z 66.00 24.20%
41 97
53 2 117
34 60 89 105 124
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole T BRaar )
132 5.20 5.40 5.60 5.80 6.00

m/z 69.10 15.81%

5000
104
51 66 77
14 27 37445-58 | ' 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094288.D

Aca On : 7 Apr 2017 22:20

Operator : SJ/MA

Sample : 12534-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.67 2.71 ng 113029 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Heptacosane 380 C27H56 000593-49-7 72
4 Pentadecane 212 C15H32 000629-62-9 64
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 1493 (10.669 min): BF094288.D (-1490) (-) m/z 57.10 100.00%
57
5000 85
| 18 g 1040 10160 1050 1100
e e  m/z 43.10 69.97%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 SRR SUNILA SR SUNRE
10.40 10.60 10.80 11.00
m/z 71.10 63.65%
29‘ 13 44
\‘ | h “\ ‘hw h‘ |‘ l \169 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance
57
10.40 10.60 10.80 11.00
5000 m/z 85.10 45 _.21%
85
29
113 141 169 197 225 253 282
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #151556: Heptacosane B R A E e e R
57 10.40 10.60 10.80 11.00
m/z 41.05 32.83%
5000
85
29 (113 141 169 197 225 253 281 323 351 380

T I T I
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040717\
Data File : BF094288.D

Acq On > 7 Apr 2017 22:20

Operator : SJ/MA

Sample : 12534-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown4 .00 4_.00 20.5 ng 861596 1 5.86 841755 20.0
unknown5.62 5.62 92.2 ng 3881650 1 5.86 841755 20.0
Heneicosane 10.67 2.7 ng 113029 4 11.32 833553 20.0
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