LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096514.D

Aca On > 6 Jul 2017 6:05

Operator : SJ/MA

Sample : 13975-06

Misc :

ALS Vial : 42 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-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 heiaht area % max. total
1 4.910 475 480 493 rVB 320832 497471 15.30% 1.938%
2 5.334 546 552 555 rBY 3077580 3225581 99.20% 12.566%
3 6.357 717 726 729 rBVY 2966136 3251542 100.00% 12.667%
4 6.487 743 748 751 rBVY 3163550 3078655 94.68% 11.994%
5 6.710 783 786 790 rBV 766665 682436 20.99% 2.659%

6 6.869 809 813 817 rVB 2331466 2320276 71.36% 9.039%
7 7.275 876 882 885 rBV 2104023 2019063 62.10% 7.866%
8 7.375 894 899 904 rBV 41884 49922 1.54% 0.194%
9 7.710 953 956 959 rBvV 32949 34684 1.07% 0.135%
10

7.992 1000 1004 1008 rBV 973328 818528 25.17% 3.189%

11 9.075 1183 1188 1191 rBV 2839527 2523080 77.60% 9.829%
12 9.469 1250 1255 1258 rBV 1315499 1065680 32.77% 4._.152%
13 9.745 1298 1302 1306 rBV 702776 653004 20.08% 2.544%
14 10.192 1376 1378 1381 rVB 47820 39839 1.23% 0.155%
15 10.533 1432 1436 1449 rBV 1355439 1252888 38.53% 4_.881%

16 10.663 1455 1458 1466 rVB 48662 55564 1.71% 0.216%
17 11.116 1531 1535 1537 rBV2 35239 33232 1.02% 0.129%
18 11.227 1550 1554 1558 rBV 684791 555581 17.09% 2.164%
19 12.651 1789 1796 1803 rBV2 29217 48161 1.48% 0.188%

20 12.816 1819 1824 1827 rBV 2181796 2072181 63.73% 8.073%
21 13.298 1900 1906 1913 rBV 85308 99176 3.05% 0.386%
22 13.721 1974 1978 1987 rBV 188230 224303 6.90% 0.874%

23 13.863 1998 2002 2005 rBV 667128 634566 19.52% 2.472%
24 15.268 2237 2241 2246 rVB 356861 433272 13.33% 1.688%

Sum of corrected areas: 25668685
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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\BFO70517\

BF096514.D
6 Jul 2017 6:05
SJ/MA
13975-06
42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF096514.D

5133 6.36{49

6.87
7.27

6.71

4.91

7.71

0
Time-->

5.00

5.50

Abundance
3000000

2500000

2000000

1500000

7.99

1000000

500000

TIC: BF096514.D
9.07

12.82

9.47 10.53

9.75 11.23

13.30

1019 1066 111 12.65 J

ol

Time--> 8.00

P
=T LI B

13.50

11.50 12.00 12.50 13.00

A
LI B

10.00

10.50 11.00

8.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000
8.72

TIC: BF096514.D

13.86

15.27

Time-->

14.00

19.00

18.00 18.50

16.50 17.00 17.50

14.50

15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096514.D

Aca On > 6 Jul 2017 6:05

Operator : SJ/MA

Sample : 13975-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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.

4.91 14.58 ng 497471 1,4-Dichlorobenzene-d4 6.72
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 480 (4.910 min): BF096514.D (-475) (-) m/z 43.00 100.00%
43.0
59.0
5000
| - 1°|“ 460 4.80 5.00 520
SRR 1 OS5 A P MM m/z 59.00 53.97%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 iR 3k sho 5k
0
150 a0 1010 m/z 101.10 15.96%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 4.80 5.00 520
5000 m/z 58.00 13.53%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R R L e
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.24%
5000
41.0
b L 500 L 730 86.0 ..,M —
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096514.D

Aca On > 6 Jul 2017 6:05

Operator : SJ/MA

Sample : 13975-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 unknown6.49 Concentration Rank 1

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

6.49 90.23 ng 3078660 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 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 (6.493 min): BF096514.D (-743) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 e e 680 6RO
400 540 ‘ 6.20 6.40 6.60 6.80
..,....,....,....::...,.:..,.:I-.'...'..,5?‘.‘.?,..!.,.110.7.,2]...,....,"...,.. m/z 134.00 33.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LS AR L
6.20 6.40 6.60 6.80
310 510 ‘ m/z 68.10 29.92%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.10 18.85%
41.0 97.0
53.0
79.0 117.0
mewmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L N B
132.0 6.20 6.40 6.60 6.80
m/z 96.00 12.02%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096514.D

Aca On > 6 Jul 2017 6:05

Operator : SJ/MA

Sample : 13975-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.00 ng 55564 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Nonadecane 268 C19H40 000629-92-5 86
4 Heptadecane 240 C17H36 000629-78-7 83
5 Tetradecane 198 C14H30 000629-59-4 83
Abundance Scan 1458 (10.663 min): BF096514.D (-1455) (-) m/z 57.00 100.00%
57.0
5000 85.0
L 1030 1060 1080 11,00
m/z 43.10 80.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71394: Pentadecane
57.0
5000 85.0 1040 1060 1080 1100
20.0 m/z 71.10 47 .13%
Ll H“ﬂwlmomm mm
m/z--> 25 45 éo éo 160 150 140 160 180 200 220 250 2éo
Abundance
57.0
10.40 10.60 10.80 11.00
5000 m/z 85.05 38.45%
85.0
29.0
1BOMm mm
m/z--> 25 45 éo éo 160 150 140 160 180 200 220 250 2éo
Abundance #117637: Nonadecane
57.0 10.40 10.60 10.80 11.00
m/z 41.05 31.58%
85.0
5000
29.0
‘ HHM“@1MOm%1wo 268.0
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 14'10 160 180 200 220 24'10 2('30 10.40 10.60 10.80 11.'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096514.D

Aca On > 6 Jul 2017 6:05

Operator : SJ/MA

Sample : 13975-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 5 Hexadecanamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.30 3.13 ng 99176 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 72
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 62
5 Nonanamide 157 C9H19NO 001120-07-6 53
Abundance Scan 1906 (13.298 min): BF096514.D (-1900) (-) m/z 59.00 100.00%
59.0
5000
sob || (810 1121 0, 73100 1320 13.40 1360
oLl 198.0 m/z 72.00 53.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #106565: Hexadecanamide
59.0
. A, n
5000 RSN BRI U
13.00 13.20 13.40 13.60
m/z 41.10 35.33%
200 1140 1420 1700 10,02120251,0 2550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59.0
13.00 13.20 13.40 13.60
5000 m/z 55.05 35.00%
83.0 111.0 1410 170 o 196 0 229 0
m/z--> ﬁo 45 eb éo 160 150 110 160 180 200 220 240 2éo
Abundance #83608: Tetradecanamide e LN BREaEEE L
59.0 13.00 13.20 13.40 13.60
m/z 43.00 28.69%
290
“ | || 880 40701280 1560 184.0 2270
m/z--> ﬁo 45 eb éo 160 120 110 160 180 200 220 250 2éo 13. 00 13. 20 13. 40 13. 60

8270-BF070117.M Thu Jul 06 16:23:58 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096514.D

Aca On > 6 Jul 2017 6:05

Operator : SJ/MA

Sample : 13975-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 6 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.72 7.07 ng 224303 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 10-Heneicosene (c.t) 294 C21H42 095008-11-0 94
3 1-Nonadecene 266 C19H38 018435-45-5 90
4 3-Chloropropionic acid. heptadec... 346 C20H39CIl02 1000283-05-1 87
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 87
Abundance Scan 1978 (13.721 min): BF096514.D (-1974) (-) m/z 55.10 100.00%
5!:
83.1
5000
BRI BN BN
139.1 13.40 13.60 13.80 14.00
167.1
el 20990 m/z 57.05 98.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
55.0
97.0
5000 UL BN B
29.0 13.40 13.60 13.80 14.00 :
1250 m/z 43.10 95.22%
Ll 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
83.0 UL BN B
13.40 13.60 13.80 14.00
5000 m/z 83.10 77 .45%
29.0 111.0
139.0 1670 294.0
WWWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115905: 1-Nonadecene R T
41,0 13.40 13.60 13.80 14.00
m/z 97.10 76.92%
- J\AA/AV—W
'“lﬂ“h“ BRI BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BFO070517\

BF096514.D

6 Jul 2017 6:05

SJ/MA

13975-06

42 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6 .49
Pentadecane

Hexadecanamide

1-Docosene

8270-BF070117.M Thu Jul 06 16:23:58 2017

4.91 14.6 ng

6.49 90.2 ng
10.66 2.0 ng
13.30 3.1 ng
13.72 7.1 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

497471
3078660
55564
99176
224303

|--Internal Standard---|
| # RT Resp Conc]

682436 20.0
682436
555581 20.0
634566 20.0
634566 20.0

1 6.72
4 11.23
5 13.86
5 13.86
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