LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090117\

Data File : BF098230.D

Aca On : 1 Sep 2017 16:51 Instrument :
Operator : SJ/JU gmgigamlem'
3?22'6 i 15025-08 TEOCOMPBJZ
ALS Vial : 18 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-BF081517.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 4.263 367 370 379 rVB 18486 25338 1.11% 0.126%
2 4.910 477 480 491 rvVB 141791 178979 7.84% 0.890%
3 5.334 547 552 555 rBY 2016102 2109248 92.43% 10.484%
4 6.363 722 727 744 rVB 2266049 2281991 100.00% 11.342%
5 6.492 744 749 752 rBVY 2218846 2154224 94.40% 10.707%

6.716 784 787 791 rBV 810077 712695 31.23% 3.542%
6.875 810 814 817 rBV 1989954 1668321 73.11% 8.292%
7.287 879 884 887 rBV 1424480 1323543 58.00% 6.578%
7.387 896 901 907 rVB 31149 35113 1.54% 0.175%
8.004 1002 1006 1020 rVB 953916 911172 39.93% 4_.529%

=
QO ~NO®

11 9.081 1184 1189 1192 rBV 2483847 2262086 99.13% 11.243%
12 9.475 1252 1256 1266 rBV 288261 261631 11.47% 1.300%
13 9.751 1299 1303 1314 rVB 977907 874726 38.33% 4.348%
14 10.539 1433 1437 1448 rBV 1056167 964666 42.27% 4._795%
15 10.657 1453 1457 1467 rVB 167414 192626 8.44% 0.957%

16 11.233 1551 1555 1561 rBV 802347 706729 30.97% 3.513%
17 12.821 1820 1825 1828 rBV 1587174 1494133 65.47% 7.426%
18 13.304 1900 1907 1916 rBV 529843 535360 23.46% 2.661%
19 13.721 1975 1978 1989 rBV3 46355 71636 3.14% 0.356%
20 13.868 1999 2003 2007 rBV 789185 687845 30.14% 3.419%

21 14.621 2127 2131 2138 rBV 84849 106994 4.69% 0.532%
22 15.280 2238 2243 2251 rBV 424666 560597 24.57% 2.786%

Sum of corrected areas: 20119653
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF090117\
BF098230.D
1 Sep 2017 16:51
SJ/JU
15025-08

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF098230.D

5.33 6.87

7.29

6.72

4.91

0
Time-->

1
6.50

T
5.00

T
5.50

I
6.00

Abundance

2000000

1500000

8.00

1000000

500000

0

TIC: BF098230.D

12.82

975 10.54
11.23

13.30

10.66

T
Time--> 8.00

13.50

12.50 13.00

10.50 11.00 11.50 12.00

8.50

Abundance

2000000

1500000

1000000

500000

8.72

TIC: BF098230.D

13.87

15.28

|

14.62
A

Time-->

14.00

19.00

18.00 18.50

17.00 17.50

16.00 16.50

14.50

15.00 15.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098230.D

Aca On : 1 Sep 2017 16:51

Operator : SJ/JU

Sample : 15025-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 5

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

4.91 5.02 ng 178979 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 53
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 480 (4.910 min): BF098230.D (-477) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 IRBENRARESRRENUREE SRR
83.0 4.60 4.80 5.00 5.20
01 m/z 59.10 57.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L L LR L
59.0 460 480 500 520
150 1010 m/z 101.10 20.40%
28. 83.0
G A NN R BAAR) R RAARA NN RN LAY EARR) LA AL RARAS AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
460 4.80 5.00 520
5000 m/z 58.00 16.49%

43.0
83.0 9s.0 123.0 141.0 159.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4425: Butane, 1-ethoxy- e RREa Y
59.0 4.60 4.80 5.00 5.20
31.0 m/z 41.10 9.51%
5000

73.0
15.0 #D . 8.0 1020

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098230.D

Aca On : 1 Sep 2017 16:51

Operator : SJ/JU

Sample : 15025-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 60.45 ng 2154220 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.492 min): BF098230.D (-744) (-) m/z 132.10 100.00%
13p.1
5000 68.1
201 540 ®0 J "% ok ok b
0 T e e m/z 68.10 44 .51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 ISR AR R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.79%
0 ‘ L1 H (1 ‘ L 1
UL RN UL UL LR SARLELL UL DAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 o o o0
5000 98.0 116.0 m/z 66.00 27 .47%
158.0 189.0
e L L N L L UL B B WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14396: 1,2,4-Trifluorobenzene LI L L L L L L B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.34%
5000 630 810
N1 PRI X W N [ DU | U |
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098230.D

Aca On : 1 Sep 2017 16:51

Operator : SJ/JU

Sample : 15025-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Benzenesulfonamide, N,4-dim... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.66 5.45 ng 192626 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 93
2 (O-p-Tosvlisonitroso)malononitrile 249 C10H7N303S 020893-01-0 50
3 4-Toluenesulfonvimethvl isocvanide 195 C9H9NO2S 036635-61-7 50
4 p-Toluenesulfonvlacetonitrile 195 C9HONO2S 005697-44-9 50
5 Benzene, propyl- 120 C9H12 000103-65-1 47
Abundance Scan 1458 (10.663 min): BF098230.D (-1453) (-) m/z 90.95 100.00%
91.0
5000
65.0
155.0 185.1
43i 0 | | | 121.1 10.40 10.60 10.80 11.00
Ol et bbbt e e || M7z 65.00 23 44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
91.0
i
5000 UL AR BN SUNRE B
10.40 10.60 10.80 11.00
300 65.0 1210 155.0 185.0 m/z 57.00 19.84%
0”'W'L'L'MH”'W'h'P'”I”'W'“L"” BRABSRARE BRRS BRRRE!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91.0
155.0 10.40 10.60 10.80 11.00
5000 m/z 185.10 19.61%
65.0
0 39.0 111.0 249.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 |
Abundance #57497: 4-Toluenesulfonylmethyl isocyanide e B A m
91.0 10.40 10.60 10.80 11.00
m/z 155.00 18.14%
155.0
5000
65.0
0 39\ 0 \\ 111 013:\[ 0 I 195 0 A
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 180 200 22'0 24'10 ! 10.40 10.60 10.80 11.'00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098230.D

Aca On : 1 Sep 2017 16:51

Operator : SJ/JU

Sample : 15025-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.30 15.57 ng 535360 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 Hexadecanamide 255 C16H33N0 000629-54-9 59
3 Nonanamide 157 C9H19NO 001120-07-6 47
4 Undecanamide. 11-bromo- 263 C11H22BrNO 005875-26-3 47
5 Dodecanamide 199 C12H25N0 001120-16-7 47
Abundance Scan 1906 (13.298 min): BF098230.D (-1900) (-) m/z 59.00 100.00%
54.0
5000 k
112.1 13.00 13.20 13.40 13.60
0 140.1 168.1  207.1 238.2 281.3 n/z 72.00  75.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 L DU S U S
13.00 13.20 13.40 13.60
29.0 m/z 55.00 35.56%
: 126.0
o 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
13.00 13.20 13.40 ié'e'o' i
5000 m/z 41.05 29.80%
o 29.0 86.0 107 9128.0 170.0 212.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29478: Nonanamide s A A
54.0 13.00 13.20 13.40 13.60
m/z 43.05 23.95%
5000
oL 220y \ o0 mao 1570
m/z--> 20 40 65 80 100 150 140 160 180 200 220 240 260 280 1300 13.20 13.40 13.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098230.D

Aca On : 1 Sep 2017 16:51

Operator : SJ/JU

Sample : 15025-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.08 ng 71636 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1978 (13.721 min): BF098230.D (-1975) (-) m/z 57.10 100.00%
579.1 |97.0
%1 1910 13.40 13.60 13.80 14.00
o s m/z 83.05 95.46%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000 AR AR AR SRR
13,40 13.60 13.80 14.00
0 m/z 97.05 86.78%
ZM\WAMMkhgwom%Bmzmm%ommww
m/z--> 50 100 150 200 250 300 350
Abundance
430 oo
1340 13.60 13.80 14.00
5000 m/z 69.05 78 .33%
111.0
0 16&01910 241.0
m/z--> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene R R EEE e
43.0 97.0 13.40 13.60 13.80 14.00
m/z 43.05 74 .19%
5000 Mdﬂuﬁﬂ—~w¢m~MA\_~NM~MN‘-*H
26.0
oL J.IJ L f.f } 4580 2100 2660 M
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090117\
Data File : BF098230.D

Acq On : 1 Sep 2017 16:51

Operator : SJ/JU

Sample - 15025-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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 .91 5.0 ng 178979 1 6.72 712695 20.0
unknown6 .49 6.49 60.5 ng 2154220 1 6.72 712695 20.0
Benzenesulfonamid... 10.66 5.5 ng 192626 4 11.23 706729 20.0
9-Octadecenamide, ... 13.30 15.6 ng 535360 5 13.87 687845 20.0
1-Heptacosanol 13.72 2.1 ng 71636 5 13.87 687845 20.0
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