LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110815\

Data File : BF082793.D

Aca On - 7 Nov 2015 6:41 Instrument :
Operator : UM/1Z BNA_F

Sample  : G4259-01 UGl el
Misc i MW-03-110315
ALS Vial : 31 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-BF110715.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 5.024 254 257 259 rBV 925573 1274357 13.94% 1.836%
2 5.447 291 294 296 rBVY 3796121 3488536 38.16% 5.026%
3 6.476 381 384 386 rBVY 2452186 2289791 25.05% 3.299%
4 6.613 393 396 399 rBVY 5415363 5127970 56.10% 7.389%
5 6.841 414 416 419 rBV 1992833 2656954 29.07% 3.828%
6 7.002 428 430 433 rVB 4250484 5070782 55.47% 7.306%
7 7.413 463 466 468 rBV 4420277 4896466 53.57% 7 .055%
8 7.962 508 514 517 rBV2 49361 135737 1.48% 0.196%
9 8.133 526 529 531 rBVY 4011428 3675416 40.21% 5.296%
10 9.219 620 624 626 rBY 7238468 9141133 100.00% 13.171%

11 9.607 655 658 659 rvB 339997 343228 3.75% 0.495%
12 9.893 680 683 685 rBVY 3620611 4441191 48.58% 6.399%
13 10.042 693 696 698 rBvV 103603 116764 1.28% 0.168%
14 10.670 748 751 754 rBV2 4060691 5210877 57.00% 7.508%
15 10.808 760 763 766 rVB 74263 123093 1.35% 0.177%

16 11.253 799 802 804 rBVv3 111844 143615 1.57% 0.207%
17 11.368 810 812 815 rBV 3958473 3900754 42.67% 5.620%
18 11.905 857 859 864 rBv2 390674 643250 7.04% 0.927%
19 12.065 871 873 877 rVB2 59174 118471 1.30% 0.171%
20 12.602 918 920 926 rVB5 46640 133204 1.46% 0.192%

21 12.694 926 928 934 rVB 360780 375952 4.11% 0.542%
22 12.785 934 936 939 rvB2 413381 492385 5.39% 0.709%
23 12.865 942 943 945 rvV 94072 96168 1.05% 0.139%
24 12.956 948 951 954 rVB 5993932 6797038 74.36% 9.793%
25 13.494 996 998 1001 rBV 555919 525577 5.75% 0.757%

26 13.871 1029 1031 1039 rBV 398149 532000 5.82% 0.767%
27 14.008 1040 1043 1045 rBV 3396189 3419332 37.41% 4.927%
28 14.191 1057 1059 1063 rVB 134855 241019 2.64% 0.347%
29 14.374 1073 1075 1078 rBV3 52030 113300 1.24% 0.163%
30 14.511 1083 1087 1089 rVv2 58365 114417 1.25% 0.165%

31 14.797 1110 1112 1113 rVB 80047 103388 1.13% 0.149%
32 15.437 1164 1168 1170 rBV 1798943 2637040 28.85% 3.800%
33 15.482 1170 1172 1176 rVB3 111367 204237 2.23% 0.294%
34 15.745 1193 1195 1201 rVB3 71983 216238 2.37% 0.312%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\

Data File : BF082793.D

Aca On - 7 Nov 2015 6:41

Operator : UM/I1Z

3?22'6 i 64259-01 MW-03-110315
ALS Vial : 31 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF110715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.894 1206 1208 1211 rVB2 42114 92503 1.01% 0.133%

36 15.985 1211 1216 1217 rBV4 65303 156551 1.71% 0.226%
37 16.420 1252 1254 1267 rVB 89427 355349 3.89% 0.512%

Sum of corrected areas: 69404083
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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\BF110815\

BF082793.D

7 Nov 2015 6:41

umsiz

G4259-01

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

MW-03-110315

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082793.D

6.61

5.45

6.48

5.02

7.00

6.84

7.41
8.13

7.96

0

Time-->

5.00 5.50

6.00 6.50

T
2.50

3.00 3.50 4.00 4.50

8.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082793.D
22

12.96

10.67 11.37

9.89

11.90

11.2 A 12.06

9.61 10.04 10.81 $

14.01

13.49
78 13.8
) 14.194 37,51 14.80

Q==
Time-->

11.50 12.00 12.50

13.00

9.00

9.50 10.00 10.50 11.00

13.50

14.00

14.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF082793.D

15.44

4815.7151809  16.42

Time-->

19.00 19.50

18.00 18.50

15.50 16.00

16.50 17.00 17.50

20.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\

Data File : BF082793.D

Aca On - 7 Nov 2015 6:41

Operator : UM/I1Z

ﬁ?ggle i 64259-01 MW-03-110315
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 9.59 ng 1274360 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 257 (5.024 min): BF082793.D (-254) (-) m/z 43.10 100.00%
43
59
5000
T 450 a50 8b0 550 540
83 : : : : :
O oS30l 89 T o Tm/z 59.10  63.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR N SRR UL
59 460 4.80 5.00 5.20 5.40
m/z 101.10 22.07%
15 31 101
o 25 % 37, 53 83 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 460 4.80 500 520 5.40
5000 m/z 58.10 16.03%
29 101
O S S T3 88 %5 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59 4.60 4.80 500 5.20 5.40
m/z 41.10 9.15%
5000
41
Unnnnn '"|"'H‘N""“*‘”"|§?¢*i ""I??"I' ?ﬁ'l""l""'l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\

Data File : BF082793.D

Aca On - 7 Nov 2015 6:41

Operator : UM/I1Z

ﬁ?ggle i 64259-01 MW-03-110315
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.61 Concentration Rank 1

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

6.61 38.60 ng 5127970 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 396 (6.613 min): BF082793.D (-393) (-) m/z 132.10 100.00%
132
68
5000
20 54 i J 620 6.40 6.60 6.80 7.00
7 . . . . )
ol .7:~,.8.7.I',]1?‘L?1.1.5,.. | m/Z  68.10  54.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R LI I AL R
6.20 6.40 6.60 6.80 7.00
31 78 m/z 66.10 33.87%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
ARAR AR RARAS RRRRA RN
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.10 33.79%
92
65
oL 27 39 51 77 105 .4
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B R,
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 21.77%
5000 98 116
| PR T IIﬂQ7 ‘ S 188 189 S| | S
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\

Data File : BF082793.D

Aca On - 7 Nov 2015 6:41

Operator : UM/I1Z

ﬁ?ggle i 64259-01 MW-03-110315
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.90 3.30 ng 643250 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 N-Cvclooct-4-envlacetamide 167 C10H17NO 170952-69-9 25
5 Silane, trichlorodocosyl- 442 C22HA45CI3Si 007325-84-0 25
Abundance Scan 859 (11.905 min): BF082793.D (-857) (-) m/z 43.10 100.00%
4 g0 73
5000
129
8 us 157171 213 11'60 11.80 12.00 12.20
143 185 199 : : : :
— 2 = m/z 73.10 92.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid
43 60 73
29
242 11.60 11.80 12.00 12.20
129 199 m/z 60.10 84.84%
115
mmw”,%w,ﬁﬁﬂ@mw@ww,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 o 73
11'60 11.80 12.00 12.20
5000{ 29 m/z 57.10 78.07%
129
85 256
. 98 115 143157171185199213227239
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid AR R RRE R
43 6078 11.60 11.80 12.00 12.20
m/z 41.10 70.64%
5000 - e
115 171 214
o ,....,......,....,....,....ﬁ%%}??....1§§}97.... R I,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\

Data File : BF082793.D

Aca On - 7 Nov 2015 6:41

Operator : UM/I1Z

ﬁ?ggle i 64259-01 MW-03-110315
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 5 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.69 2.20 ng 375952 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 55
5 Amyl Nitrite 117 C5H11NO2 000110-46-3 27
Abundance Scan 928 (12.694 min): BF082793.D (-926) (-) m/z 43.10 100.00%
43 73
129
171188 241 12.40 12,60 12,80 13.00
143 199 284 : : : :
ol 17 2 e B2 m/z 73.10 90.82%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73
5000 129 LB L
12. 40 12 60 12. 80 13. oo
284 m/z 57.10 76.54%
‘ 143,5,171
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 SR AR BN SURBILN U
57 12.40 12.60 12.80 13.00
5000 m/z 60.10 73.89%

129
185 228

87
27 115 14357171 | 199

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37192: n-Decanoic acid et
60 12.40 12.60 12.80 13.00
a m/z 55.10 69.05%
5000 129
2
87
‘ Il \\\\ | e 12
- N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\

Data File : BF082793.D

Aca On - 7 Nov 2015 6:41

Operator : UM/I1Z

ﬁ?ggle i 64259-01 MW-03-110315
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 6 Hexadecanoic acid, 1,1-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.79 2.88 ng 492385 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 91
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 64
3 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 46
4 Mvristic acid isobutyl ester 284 C18H3602 025263-97-2 45
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 38

Abundance Scan 936 (12.785 min): BF082793.D (-934) (-) m/z 56.10 100.00%

56

%

5000
3 o710 o g5 22 239257 12.40 12.60 12.80 13.00 13.20
01 m/z 57.10 57 .75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 LA L L LB L L LB
29 73 12. 40 12. 60 12. 80 13. OO 13. 20
m/z 43.10 44 _72%
257
ok Ll MMM‘WM‘”# 157 185 213 23977 251 312
M R R RAA o S o e R HE S S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
B e S
12.40 12.60 12.80 13.00 13.20
5000 m/z 41.10 38.98%
4 239 957
73
129
ol 18 98113 157 185 213 282 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, butyl ester AR B
56 12.40 12.60 12.80 13.00 13.20
m/z 55.10 31.96%
5000
29 3 257
239
o Lol P sy e 2 BT g o
R R RAas naaa L SRR ARARR RS ST Saa R B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. OO 13. 20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF110815\

BF082793.D

7 Nov 2015 6:41

Ums1z

64259-01 MW-03-110315
31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.49 3.07 ng 525577 Chrysene-di12 14 .01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 93
2 n-Butvl mvristate 284 C18H3602 000110-36-1 80
3 Pentanal. 3-methvl- 100 C6H120 015877-57-3 43
4 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
5 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 38

Abundance Scan 998 (13.494 min): BF082793.D (-996) (-) m/z 56.10 100.00%
96
5000
73
I T B NP1y g e
ol TP A AT & ot i MRS M m/z 57.10 59.88%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 SR AR BN SUNILN U
- 73 13.20 13.40 13.60 13.80
0
‘ ‘ ‘ oy 129 - 267285 m/z 43.10 43 .53%
ol —-L ‘.‘ I .‘ \U .‘M‘. \hl\ L ?'57 —L |2|13| IZT‘rlI i ‘. .“. |3:.|'1. .3‘}0|
m/z--> 50 100 150 200 250 300
Abundance
56
|13.20 13.40 13.60 13.80
5000 959 m/z 41.10 33.99%
73 211
129 284
0 + - n I T A/V“A/\/WJL
m/z--> 55 160 1%0 260 250 360 '
Abundance #3762 Pentanal, 3—methy|— LI L L L L L
56 13.20 13.40 13.60 13.80
m/z 55.10 32.75%
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 ' 13.'20 13.'40 13.|60 13.|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\

Data File : BF082793.D

Aca On - 7 Nov 2015 6:41

Operator : UM/I1Z

ﬁ?ggle i 64259-01 MW-03-110315
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 8 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.11 ng 532000 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 l17-Pentatriacontene 491 C35H70 006971-40-0 87
4 1-Octadecanol 270 C18H380 000112-92-5 83
5 1-Nonadecanol 284 C19H400 001454-84-8 81
Abundance Scan 1031 (13.871 min): BF082793.D (-1029) (-) m/z 57.10 100.00%
57
83
5000
111
SR SR BN U B
139 13.60 13.80 14.00 14.20
ot i i 11 | 106196 226258 284 | m/z 43.10 85.87%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43
5000 69 SR SR BN BN B
13.60 13.80 14.00 14.20
97 m/z 55.10 79.58%
0 J\ W\WN L\}%5154181 224 252
m/z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance
57
83 13,60 13.80 14.00 14.20
5000 m/z 83.10 73.21%
29 111
139 168196 227 o
Of 1 1 T T e T e e e
m'z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene B A RRREE R
43 13.60 13.80 14.00 14.20
m/z 69.10 69.26%
5000 83
YJ 111
0 | 139167196224 267292 321 462 490
UL IR AL UL UL L UL DL WAL DL | IR A AL
m'z--> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20

8270-BF110715.M Mon Nov 09 18:09:53 2015 Page: 10



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF110815\

BF082793.D

7 Nov 2015 6:41

Ums1z

64259-01 MW-03-110315
31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 9 Thioxan-3-one, oxime Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.42 2.70 ng 355349 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thioxan-3-one. oxime 131 C5H9NOS 058230-51-6 53
2 d-Glucosamine. tetrakis(trimethv... 467 C18H45N0O5Si4 1000079-26-2 12
3 Pvridol2.3-dlpvrimidine 131 C7H5N3 000254-61-5 9
4 Hvdrazinecarbothioamide. 2-(l-me... 131 C4H9N3S 001752-30-3 9
5 N-(p-Vinylbenzoyl)-l1-alanine 219 C12H13NO3 139184-60-4 9
Abundance Scan 1254 (16.420 min): BF082793.D (-1252) (-) m/z 131.05 100.00%
131
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—h
55 95 166 219 16.00 16.20 16.40 16.60 16.80
Ol ke byt o SOOI 02 207 “n/z 132.05  8.79%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13389: Thioxan-3-one, oxime
41 131
5000 85
16.00 16.20 16.40 16.60 16.80
“ L m/z 55.10 7.74%
0
0 ‘M"%""I""I""I""I'”'I""I""I'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
131
73 16.00 16,20 16.40 16.60 16.80
5000 m/z 75.00 7.01%
oL % 103 | 156 29432259 319 362 452
m/z--> §0 160 1%0 260 2éo 360 3%0 460 4%0
Abundance #13486: Pyrido[2,3-d]pyrimidine L A
131 16.00 16.20 16.40 16.60 16.80
m/z 95.10 6.99%
77
5000 104
e L L A UL UL WL U WL LA LA SR BN B
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110815\

Data File : BF082793.D

Acg On : 7 Nov 2015 6:41

Operator : UM/1Z

3?22'6 i 64259-01 MW-03-110315
ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.02 9.6 ng 1274360 1 6.85 2656950 20.0
unknown6 .61 6.61 38.6 ng 5127970 1 6.85 2656950 20.0
Pentadecanoic acid 11.90 3.3 ng 643250 4 11.37 3900750 20.0
Octadecanoic acid 12.69 2.2 ng 375952 5 14.01 3419330 20.0
Hexadecanoic acid... 12.79 2.9 ng 492385 5 14.01 3419330 20.0
Octadecanoic acid... 13.49 3.1 ng 525577 5 14.01 3419330 20.0
Pentafluoropropio... 13.87 3.1 ng 532000 5 14.01 3419330 20.0
Thioxan-3-one, oxime 16.42 2.7 ng 355349 6 15.44 2637040 20.0
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