LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011317\

Data File : BF092278.D

Aca On : 14 Jan 2017 11:58 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22Ie ; 11162-10 SBA&COME
ALS Vial : 37 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-BF122116.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 4.701 252 255 272 rBVY 1552191 2622479 47 .23% 5.604%
2 5.170 294 296 313 rBVY 4880718 5552755 100.00% 11.867%
3 6.244 387 390 397 rBY 4747704 5522983 99.46% 11.803%
4 6.347 397 399 402 rVV 5211676 4991885 89.90% 10.668%
5 6.576 416 419 421 rBV 1319929 1312457 23.64% 2.805%
6 6.724 430 432 435 rBVY 3013709 4002816 72.09% 8.554%
7 7.147 466 469 471 rBV 3213626 3201707 57 .66% 6.842%
8 7.856 529 531 534 rBY 1239731 1620681 29.19% 3.464%
9 8.942 623 626 629 rBY 4859130 4695418 84.56% 10.034%
10 9.342 659 661 664 rBV 637024 546799 9.85% 1.169%

11 9.605 682 684 687 rBV 1464207 1687573 30.39% 3.606%
12 10.062 720 724 725 rBV 117447 135742 2.44% 0.290%
13 10.279 740 743 744 rBV 57741 70318 1.27% 0.150%
14 10.393 751 753 756 rBv2 1817001 2636714 47.48% 5.635%
15 10.531 763 765 768 rVB 146996 181007 3.26% 0.387%

16 10.976 802 804 805 rBvV 96427 84159 1.52% 0.180%
17 11.091 811 814 816 rBV 906138 1109223 19.98% 2.370%
18 11.639 860 862 866 rBvV 65537 82124 1.48% 0.176%

19 12.508 937 938 941 rvB2 123308 115186 2.07% 0.246%
20 12.668 950 952 955 rBV 2437183 2788011 50.21% 5.958%

21 13.217 997 1000 1001 rBV 84353 86186 1.55% 0.184%
22 13.605 1030 1034 1041 rBV 71453 184523 3.32% 0.394%
23 13.708 1041 1043 1046 rBvV 936876 1093585 19.69% 2.337%
24 14.245 1088 1090 1096 rVB3 25679 56910 1.02% 0.122%
25 14.359 1098 1100 1103 rBV 1109441 1019017 18.35% 2.178%

26 14.474 1108 1110 1114 rVVv2 64468 96990 1.75% 0.207%
27 14.840 1139 1142 1149 rBV2 66418 186640 3.36% 0.399%
28 15.068 1159 1162 1164 rBV 768693 863988 15.56% 1.846%

29 15.571 1202 1206 1210 rVB7 25253 85607 1.54% 0.183%

30 15.823 1225 1228 1231 rBV3 19200 62000 1.12% 0.132%

31 15.880 1231 1233 1239 rVB2 39727 97552 1.76% 0.208%
Sum of corrected areas: 46793035
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092278.D

Aca On : 14 Jan 2017 11:58

Operator : UM/SJ

Sample : 11162-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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: BF092278.D
5000000 5.17 6.543°

4000000

7.15
3000000 6.r2

2000000

4.70
6.58

1000000

e T L o = AR | U

T
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: BF092278.D

5000000 8.94

4000000

3000000

2000000 10.39
9.60

1000000 11.09
9.34

10.06 10.53 ) 12.51
10.0610.2 10.9 11.64 13.22  13.¢

A
=T

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: BF092278.D

5000000

4000000

3000000

2000000

14.36
10000003: 71 15.07

14.2414.47 14.84 15.57 13588

O e e ———— 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:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092278.D

Aca On : 14 Jan 2017 11:58

Operator : UM/SJ

Sample : 11162-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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.

4.70 39.96 ng 2622480 1,4-Dichlorobenzene-d4 6.58
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 255 (4.701 min): BF092278.D (-252) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.0

440 460 480 500
83.0
0...,....,....,....',':...,..!!,...7.,1.'9..,.-...,...:,|....,....,....,....,...., m/z 59.10 58.82%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL L L L L LB L LN |
59.0 4.40 4.60 4.80 5.00
m/z 101.00 20.46%
31.0 101.0
83.0
O P T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
e
4.40 4.60 4.80 5.00
5000 41.0 m/z 58.00 15.28%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4-methyl-
43.0 4.40 4.60 4.80 5.00

m/z 41.05 9.23%

5000
15.0 10 101.0
‘ 27.0 56.0 : ‘
AT | | , 86.0 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092278.D

Aca On : 14 Jan 2017 11:58

Operator : UM/SJ

Sample : 11162-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.35 Concentration Rank 1

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

6.35 76.07 ng 4991890 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 399 (6.347 min): BF092278.D (-397) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 sao || o %0 Th ek o ok
o MO A 1 N .- B £ I | N m/z 68.05 46_47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IBENAENSEBEARER SRR
6.00 6.20 6.40 6.60
2.0 510 m/z 134.00 33.48%
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
6.00 620 640 660
5000 m/z 66.10 28.37%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- R AR
132.0 6.00 6.20 6.40 6.60
m/z 69.05 18.15%
5000
63.0 81.0
31.0 50.0 ‘ 101.0112.0
0|||||||||||||||||||||‘|l|||||‘|||||||||||||||‘||||||| T — —T e —T —T .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

8270-BF122116.M Mon Jan 16 15:12:25 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092278.D

Aca On : 14 Jan 2017 11:58

Operator : UM/SJ

Sample : 11162-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.53 3.26 ng 181007 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octadecane 254 C18H38 000593-45-3 86
4 Heptacosane 380 C27H56 000593-49-7 78
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
Abundance Scan 765 (10.531 min): BF092278.D (-763) (-) m/z 57.05 100.00%
57.0
5000 85.0
113.1 10.20 10.40 10.60 10.80
O AL 160 | /7 43.10 64.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73965: Hexadecane
57.0
5000 AR DR DU B
85.0 10. 20 10. 40 10 60 10. 80
29.0 : m/z 71.10 61.82%
0 ‘ww‘wﬂwmmm%mmnm
m/z--> ﬁo Jo éo 85 100 150 140 160 180 200 220 240 260 280 360 320 350
Abundance
57.0
10,20 10.40 10.60 10.80
5000 85.0 m/z 85.05 40.25%
29.0

113.0 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #91036: Octadecane R R R ARERmete e
57.0 10.20 10.40 10.60 10.80
m/z 41.05 26.97%
5000 85.0
29.0 30
ol L by | H01410160.0 197.0 25,0 254.0

e e T e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092278.D

Aca On : 14 Jan 2017 11:58

Operator : UM/SJ

Sample : 11162-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Hexadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.51 2.11 ng 115186 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 43
3 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 38
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 38
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 38

Abundance Scan 938 (12.508 min): BF092278.D (-937) (-) m/z 56.05 100.00%
56.0
5000
85.1 129.1 257.3 o 0N 1540 15 a0 1o0an

157.1 185.2 213.2 12.20 12.40 12.60 12.80

0 m/z 57.10 53.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
T MLJM
5000 TT LIS L L N BN |
12 20 12. 40 12. 60 12.80
29.0 m/z 43.10 42 .90%
‘ ‘ 83.0 129 0 185.0 213.0 2570
O el bl i bt ey 2002800 2130 2880, 3120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
R EEEE e e
12.20 12.40 12.60 12.80
5000 m/z 41.10 38.82%
29.0
83.0 129.0
0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21174: 1,3-Hexanediol, 2-ethyl- B B S
56.0 12.20 12.40 12.60 12.80
m/z 73.00 32.81%
5000
29.0 1 % 103.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092278.D

Aca On : 14 Jan 2017 11:58

Operator : UM/SJ

Sample : 11162-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.61 3.37 ng 184523 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 81
3 1-Docosene 308 C22H44 001599-67-3 81
4 1-Heptadecanol 256 C17H360 001454-85-9 81
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 81
Abundance Scan 1034 (13.605 min): BF092278.D (-1030) (-) m/z 97.10 100.00%
57.1 1
5000
13.20 13.40 13.60 13.80 14.00
Obrerprere i m/z 57.10 99.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106400: 3-Eicosene, (E)-
57.0
5000 LR RIS SUNILR SURIL B
20.0 111.0 13.20 13.40 13.60 13.80 14.00
' m/z 83.10 97.73%
0 | 139.0 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
69.0 LR RIS SUNLR SURIL B
97.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 43.10 96 .65%
125.0
o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene A B
13.20 13.40 13.60 13.80 14.00
m/z 55.10 95.03%
5000
125.0
o 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13120 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092278.D

Aca On : 14 Jan 2017 11:58

Operator : UM/SJ

Sample : 11162-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 7 unknownl4.36 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.36 18.64 ng 1019020 Chrysene-d12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(2-Hvdroxvmethvlpvrrolidin-1-v... 143 C7H13N0O2 1000192-83-2 23
2 1.2-Benzenedicarboxvlic acid. di... 390 C24H3804 027554-26-3 22
3 9-(2".2"-Dimethvlpropanoilhvdraz... 576 C30H42CI2N403 1000111-04-6 22
4 Cvclohexaneamine. N-but-2-envlid... 167 C10H17NO 068048-01-1 16
5 Bromoacetic acid, 2-ethylhexyl e... 250 C10H19BrO2 068144-73-0 16
Abundance Scan 1100 (14.359 min): BF092278.D (-1098) (-) m/z 70.05 100.00%
79.0
149.0
5000 112.1 261.2
VUL 1 s 14700 14170 1240 1460
NS m/z 149.00 61.06%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #19462: 1-(2-Hydroxymethylpyrrolidin-1-yl)ethanone
70.0
5000
112.0 14.00 14.20 14.40 14.60
m/z 112.10 42.18%
0
O e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
149.0
14.00 14.20 14.40 14.60
5000 m/z 261.20 37.14%
57.0
104.0 279.0
L A L B UL UL UL UL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #171924: 9-(2',2'-Dimethylpropanoilhydrazono)-3,6-dichloro... R R o
149.0 14.00 14.20 14.40 14.60
m/z 57.05 33.70%
57.0
5000
113.0
279.0
o ﬂu[m L8602230 \ 476.0
m/z--> 50 100 150 200 250 300 350 400 450 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092278.D

Aca On : 14 Jan 2017 11:58

Operator : UM/SJ

Sample : 11162-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 d-Glucosamine Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .47 2.25 ng 96990 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 d-Glucosamine 179 C6H13NO5 000090-77-7 53
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 50
3 Dodecanamide 199 C12H25NO 001120-16-7 47
4 Tetradecanamide 227 C14H29NO 000638-58-4 45
5 Triisopropylsilane 158 C9H22Si 006485-79-6 43

Abundance Scan 1110 (14.474 min): BF092278.D (-1108) (-) m/z 59.10 100.00%

59.1

5000
14.20 14.40 14.60 14.80
0 m/z 72.10 64 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42013: d-Glucosamine
5000 |||||||||||||||/|\|||

14.20 14.40 14.60 14.80
m/z 55.10 44.10%

100.0 1300 161.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
I AR RE Rt
14.20 14.40 14.60 14.80
5000 m/z 43.05 29.05%
29.0
83.0 122.0
0 "7 150.0 178.0 221.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55487: Dodecanamide e e
59.0 14. 20 14. 40 14. 60 14. 80

m/z 69.10 25.62%

5000
28.0
L 130 1280 1560 1990

o SN | N M ko — A S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092278.D

Aca On : 14 Jan 2017 11:58

Operator : UM/SJ

Sample : 11162-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 9 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.84 4.32 ng 186640 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 Cvclopentadecane 210 C15H30 000295-48-7 91
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 87
Abundance Scan 1142 (14.840 min): BF092278.D (-1139) (-) m/z 57.10 100.00%

511 97.1
5000
39.1 02211 2830 71460 1480 1500 1520

Lre. m/z 97.10 90.94%

ol—k,

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0

5000 83.0 R e e o
14.60 14.80 15.00 15.20

m/z 43.10 85.25%

25.0
0 } | 167.0 210.0 267.0307.0 490.0
L B L i TR R o R e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0

14.60 14. 80 15. 00 15.20

5000 83.0 m/z 83.10 81.79%
. 125.0 168.0 210.0 252.0
L B e B NN L B e B
m/z--> 50 100 150 200 250 300 350 400 450
. DY o
Abundance #63051: Cyclopentadecane B B B B L B B AR
55.0 14.60 14.80 15.00 15.20
m/z 69.10 78.25%
5000 or.0
m/z--> 50 100 150 200 250 300 350 400 450 14.60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092278.D

Aca On : 14 Jan 2017 11:58

Operator : UM/SJ

Sample : 11162-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 10 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.88 2.26 ng 97552 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
2 Eicosane 282 C20H42 000112-95-8 80
3 Tetracosane 338 C24H50 000646-31-1 80
4 Hexacosane 366 C26H54 000630-01-3 80
5 Pentacosane 352 C25H52 000629-99-2 80
Abundance Scan 1233 (15.880 min): BF092278.D (-1231) (-) m/z 57.10 100.00%
57.1
85.1
5000
1411 1750 15,60 15.80 16.00 16.20
ob—, .l : | l| .J ul TN |2|08I'0| — .25?3'.1, ——— m/z 71.10 73.21%
m/z--> 50 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl-
57.0
5000 L SR SRR IR SULE
8.0 15.60 15.80 16.00 16.20
m/z 85.10 57 .70%
ob——t “‘ | M301410160.0197.0 2390 567.0204.0 323.0 352.0
m/z--> 50 100 1éo 200 2%0 300 350
Abundance
57.0
85.0 15,60 15.80 16.00 16.20
5000 m/z 43.10 48_.23%
113.0
. 29.0 141.0169.0 197.0 225.0 253.0 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #136479: Tetracosane B A RRREE R
57.0 15.60 15.80 16.00 16.20
m/z 99.10 23.20%
5000 85.0
29.0 113.0
innNSEEN ‘14‘\101690197022502530281 0309.0 3380
m/z--> 50 100 150 200 250 300 3&'30 15.60 15.80 16.00 16.20

8270-BF122116.M Mon Jan 16 15:12:30 2017 Page: 11



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011317\
Data File : BF092278.D

Acq On : 14 Jan 2017 11:58

Operator : UM/SJ

Sample : 11162-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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... 4.70 40.0 ng 2622480 1 6.58 1312460 20.0
unknown6 .35 6.35 76.1 ng 4991890 1 6.58 1312460 20.0
Hexadecane 10.53 3.3 ng 181007 4 11.09 1109220 20.0
Hexadecanoic acid... 12.51 2.1 ng 115186 5 13.71 1093590 20.0
3-Eicosene, (E)- 13.61 3.4 ng 184523 5 13.71 1093590 20.0
unknownl14 .36 14.36 18.6 ng 1019020 5 13.71 1093590 20.0
d-Glucosamine 14 .47 2.3 ng 96990 6 15.07 863988 20.0
17-Pentatriacontene 14.84 4.3 ng 186640 6 15.07 863988 20.0
Heptadecane, 9-oc... 15.88 2.3 ng 97552 6 15.07 863988 20.0
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