LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\

Data File : BF097799.D

Aca On : 17 Aug 2017 21:23

Operator : SJ/JU

3?22'6 : 14808-01 SASP2P-TP106-1(0-5)COMP
ALS Vial : 15 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 4.987 488 493 505 rvB 368177 525209 13.47% 1.749%
2 5.393 556 562 565 rBY 3594039 3810226 97.75% 12.690%
3 6.410 729 735 738 rBVY 3459601 3897911 100.00% 12.982%
4 6.545 753 758 761 rBVY 3684531 3648312 93.60% 12.150%
5 6.775 794 797 801 rBVY 1107129 860590 22.08% 2.866%

6.934 820 824 827 rBV 3140874 2796380 71.74% 9.313%
7.340 888 893 896 rBV 2316872 2284922 58.62% 7.610%
1217314 1019845 26.16% 3.397%
9.139 1193 1199 1202 rBV 3463673 3214498 82.47% 10.706%
9.528 1261 1265 1269 rBV 396587 305398 7.83% 1.017%
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11 9.810 1309 1313 1317 rBvV 964420 870310 22.33% 2.898%
12 10.598 1442 1447 1450 rBV 1762131 1573586 40.37% 5.241%
13 11.292 1561 1565 1568 rBV 854004 752230 19.30% 2.505%
14 12.504 1768 1771 1775 rVB 49236 41342 1.06% 0.138%
15 12.727 1804 1809 1812 rBV 49459 55512 1.42% 0.185%

16 12.880 1831 1835 1839 rBV 2550818 2408159 61.78% 8.020%
17 13.780 1985 1988 1994 rBV2 109289 124130 3.18% 0.413%
18 13.927 2009 2013 2016 rBV 903353 805508 20.67% 2.683%
19 14.692 2139 2143 2150 rBV 387901 483195 12.40% 1.609%
20 15.357 2252 2256 2261 rBV 479070 549020 14.08% 1.828%

Sum of corrected areas: 30026283

8270-BF081517.M Fri Aug 18 17:51:10 2017 Page: 1



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\BF081717\

BF097799.D

17 Aug 2017 21:23

SJ/Ju

14808-01

15 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097799.D

Aca On 17 Aug 2017 21:23

Operator : SJ/JU

Sample = 14808-01

Misc :

ALS Vial : 15 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 4

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

4.99 12.21 ng 525209 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane 58 C4H10 000106-97-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 494 (4.993 min): BF097799.D (-488) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AR SR R SR
| 83.0 460 4.80 5.00 520 5.40
Orrr e e e e e m/z 59.00 54_07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR LN IS RS R
59.0 460 480 500 520 5.40
0
150 4, 1010 m/z 101.00 20.33%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
460 480 500 520 540
5000 m/z 58.00 17.47%
101.0
150 310 58.0 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A R
54.0 460 4.80 5.00 520 5.40
m/z 41.05 8.04%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097799.D

Aca On 17 Aug 2017 21:23

Operator : SJ/JU

Sample = 14808-01

Misc :

ALS Vial : 15 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 unknown6.55 Concentration Rank 1

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

6.55 84.79 ng 3648310 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 759 (6.551 min): BF097799.D (-753) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sao || w010 g Th o oo ok
O L e | S e SRR/ S R m/z 68.10 42 .22%
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 N
5000 BN S SR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.66%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
'6.20 6.40 6.60 6.80
5000 m/z 66.00 26 .54%

150 280 39.0 520 830 770 o000 1040 .
1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14144: 5-Fluoro-2-chloropyrimidine B L A

132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.87%

5000
33.0 44.0 0.0 105.0
.m0, " 0 | | ‘

o) AN PRME BN 15\ PRSI U NN N NMMHUSSMNB 1| S S o VD N

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\BF081717\
Data File : BF097799.D

Aca On 17 Aug 2017 21:23

Operator : SJ/JU

Sample = 14808-01

Misc :

ALS Vial : 15 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 Bromoacetic acid, octadecyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.78 3.08 ng 124130 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
2 l1l-Heptacosanol 396 C27H560 002004-39-9 91
3 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 91
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 1-Heneicosanol 312 C21H440 015594-90-8 87

Abundance Scan 1988 (13.780 min): BF097799.D (-1985) (-) m/z 83.05 100.00%

43.1 .

5000 11.1

Hr

140.0 187.1 243.0 276.1 319.1 13.40 13.60 13.80 14.00

0 m/z 57.05 90.47%
m/z--> 50 100 150 200 250 300 350
Abundance #207396: Bromoacetic acid, octadecy! ester
43.0
83.0
5000 [TTrr[rrrr[rrrryrrror|m
1110 13.40 13.60 13.80 14.00
139.0 m/z 69.10 87.19%
RN ‘\‘H u\ H‘ Wi | 1810 2220200 o0
m/z--> 50 150 200 250 300 350
Abundance
57.0 |97.0
s B B S
13.40 13.60 13.80 14.00
5000 m/z 43.10 85.41%
125.0
o 29.0 153.0181.0209.0237.0 278.0306.0 350.0378.0
A B e L A R St
m/z--> 50 100 150 200 250 300 350
Abundance #170817: 2- Chloropropionic acid, hexadecyl ester A B b
57.0 [97.0 13.40 13.60 13.80 14.00
m/z 97.10 84 .15%
5000
25.0
29.0 } i 106.0
10 224.0 ,
o ML 4 528 TR 290 o
m/z--> 50 100 15 O 200 250 300 350 13 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097799.D

Aca On 17 Aug 2017 21:23

Operator : SJ/JU

Sample = 14808-01

Misc :

ALS Vial : 15 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.
14.69 17.60 ng 483195 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 86
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 72
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
4 3-Pentadecanone 226 C15H300 018787-66-1 35
5 4-Cyclohexylbutyramide 169 C10H19NO 004441-62-7 35
Abundance Scan 2143 (14.692 min): BF097799.D (-2139) (-) m/z 58.95 100.00%
59.0
5000 ﬂ\__
gnnmﬁumumuzmnm13mmmz 1440 14.60 1480 15,00 _
o PPt et lts ack S a3 10 LR Lo m/z 71.95 81.85Y%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 L L UL IS UL
14,40 14.60 14.80 15.00
m/z 55.00 51.08%
29.0 850 1260
o) “‘. I IM H; \‘M NM gl il 15|4|0|18|4|0| i |2|38|'0| i |28I1'9| ———
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
14,40 14.60 14.80 15.00
5000 m/z 41.10 31.14%
137.0
97.0
o 165.0193.0  240.0267.0294.0 3370
m/z--> 50 100 150 200 250 300 350
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... I EAmEmEEE RS
59.0 14.40 14.60 14.80 15.00
m/z 43.10 30.73%
o J\/\/J\MNJ\»~
o ) ],91.0  141.0169.0196.0 229.0
m/z--> 56 160 150 200 250 300 350 14,40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081717\
Data File : BF097799.D

Acq On 17 Aug 2017 21:23

Operator : SJ/JU

Sample - 14808-01

Misc :

ALS Vial : 15 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... 4.99 12.2 ng 525209 1 6.77 860590 20.0
unknown6 .55 6.55 84.8 ng 3648310 1 6.77 860590 20.0
Bromoacetic acid,... 13.78 3.1 ng 124130 5 13.93 805508 20.0
9-Octadecenamide, ... 14.69 17.6 ng 483195 6 15.36 549020 20.0
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