LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092334.D
Aca On 17 Jan 2017 23:49 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : 11246-01 ROW-SP-0-2-COMP.
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-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 4.667 249 252 270 rVB 1196734 1914228 38.56% 3.931%
2 5.136 291 293 312 rBVY 2831111 4443990 89.51% 9.126%
3 6.222 385 388 390 rBVY 4323621 4587661 92.40% 9.421%
4 6.324 395 397 400 rVB 4717583 4390739 88.44% 9.017%
5 6.553 415 417 420 rBVY 1259264 1161092 23.39% 2.384%
6 6.713 428 431 433 rBY 3075631 4017029 80.91% 8.249%
7 7.125 464 467 470 rBY 2909064 2988067 60.18% 6.136%
8 7.845 527 530 532 rBVY 1421833 1584948 31.92% 3.255%
9 8.919 621 624 627 rBY 5214066 4964875 100.00% 10.196%
10 9.319 657 659 662 rBV 456383 442255 8.91% 0.908%
11 9.582 680 682 685 rBVY 1514677 1705744 34.36% 3.503%
12 10.039 720 722 724 rVB 103094 89573 1.80% 0.184%
13 10.256 738 741 744 rBV 38931 55520 1.12% 0.114%

14 10.371 749 751 754 rBV2 2299373 3213208 64.72% 6.598%
15 10.508 761 763 767 rVB 162307 185194 3.73% 0.380%

16 10.953 800 802 803 rBvV 155451 131527 2.65% 0.270%
17 11.068 809 812 814 rBV 1203077 1678694 33.81% 3.447%
18 11.319 831 834 838 rBV3 88364 184249 3.71% 0.378%
19 11.376 838 839 842 rVvB 110982 94833 1.91% 0.195%
20 11.616 858 860 864 rBv2 237167 317015 6.39% 0.651%

21 12.131 902 905 913 rBvV 343428 665355 13.40% 1.366%
22 12.268 916 917 919 rBV 45327 61896 1.25% 0.127%
23 12.405 927 929 934 rBV 50628 98381 1.98% 0.202%
24 12.485 934 936 939 rBVvV2 95146 143264 2.89% 0.294%
25 12.645 948 950 953 rVB 3576254 4177994 84.15% 8.580%

26 13.137 988 993 996 rBV 1107404 1706150 34.36% 3.504%
27 13.217 998 1000 1007 rVB 64748 93179 1.88% 0.191%
28 13.571 1028 1031 1039 rBV2 112900 250212 5.04% 0.514%
29 13.685 1039 1041 1044 rBV 749857 1035799 20.86% 2.127%
30 14.451 1106 1108 1114 rVB 67603 91586 1.84% 0.188%

31 14.542 1114 1116 1118 rBV 110869 132959 2.68% 0.273%
32 14.691 1127 1129 1133 rVB 34394 53359 1.07% 0.110%
33 15.045 1157 1160 1166 rVB 669371 844947 17.02% 1.735%
34 15.137 1166 1168 1181 rBV 575083 1136680 22.89%% 2.334%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\

Data File : BF092334.D

Aca On 17 Jan 2017 23:49

Operator : UM/SJ

ﬁ?ggle i 11246-01 ROW-SP-0-2-COMP
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 - 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-BF122116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.280 1266 1268 1276 rVB2 18629 54452 1.10% 0.112%

Sum of corrected areas: 48696654
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\

Data File : BF092334.D

Aca On 17 Jan 2017 23:49

Operator : UM/SJ

ﬁ?gg le 11246-01 ROW-SP-0-2-COMP
ALS Vial : 18 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: BF092334.D
5000000 6.32

6.23
4000000

6.71
3000000 5.14 7.12

2000000

4.67 6.55

N L

e T T L I e L SRS L.

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: BF092334.D
5000000 8192

4000000
12.65

3000000

10.37

2000000
7.84 9.58
11.07 13.14
1000000

A

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: BF092334.D
5000000

G 11.62 1213 :
| \ 10.04102/1051 1095 11138™ f\lz-ﬂl-z}ﬂ 300 135
VA

4000000

3000000

2000000

10000008 69

154@14
1414654 69 16.28

e e

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\BF011717\
Data File : BF092334.D

Aca On 17 Jan 2017 23:49

Operator : UM/SJ

Sample : 11246-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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._.67 32.97 ng 1914230 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Pentanol 88 C5H120 000584-02-1 9

Abundance Scan 252 (4.667 min): BF092334.D (-249) (-) m/z 43.05 100.00%
43.0
59.1
5000
1010 lll|llllllllllllllll
440 4.60 4.80 5.00
71.0 831
R A R R SRR AR RRARS AARR) RARLA RARSN SRS LA RALAS RARAIARRE m/z 59.10 59.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ik aho 2k sho
0
150 4, 1010 m/z 101.00 19.80%
‘ 11 ‘ 83 0 Il ‘
> 15 B 3 4 % 6 T 86 % 1% 116 20 1% 16
Abundance
59.0
440 4.60 480 500
5000 41.0 m/z 58.00 14 .94%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime A RRRE T . .
43.0 440 460 4.80 5.00
m/z 41.10 9.22%
5000
101.0
150 310 | 89690 60
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\

Data File : BF092334.D

Aca On 17 Jan 2017 23:49

Operator : UM/SJ

ﬁ?ggle i 11246-01 ROW-SP-0-2-COMP
ALS Vial : 18 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 unknown6.32 Concentration Rank 1

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

6.32 75.63 ng 4390740 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 397 (6.324 min): BF092334.D (-395) (-) m/z 132.00 100.00%
132.0
5000 68.1
201 ®o J S50 650 s ko
01 B e L L e m/z 68.10 46.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SN SRR AR SRR
6.00 6.20 6.40 6.60
310 510 ‘ ‘ m/z 134.00 33.45%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 620 6.40 6.60
5000 m/z 66.05 27 .77%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R N SREEEEmEasy
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 18.04%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R R EAREE R
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\

Data File : BF092334.D

Aca On 17 Jan 2017 23:49

Operator : UM/SJ

ﬁ?ggle i 11246-01 ROW-SP-0-2-COMP
ALS Vial : 18 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 Pentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.51 2.21 ng 185194 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83

Abundance Scan 763 (10.508 min): BF092334.D (-761) (-) m/z 57.05 100.00%

57.0

5000

10.20 10.40 10.60 10.80
m/z 71.10 67.15%

113.1 1401 169.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64571: Pentadecane
57.0
5000 LA L L L L L L LB L |
85.0 10.20 10.40 10.60 10.80
29.0 m/z 43.05 64.18%
.”,””P.”P”.P”q.”wnuluup.npu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R B e e e e e
85.0 10.20 10.40 10.60 10.80
5000 ' m/z 85.10 44 .88%
29.0 113.0

141.0 169.0 197.0 225.0 253.0 296.0

mﬁmﬁmﬁrﬂwﬁw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965: Hexadecane T T T T T
57.0 10.20 10.40 10.60 10.80
m/z 41.10 26.93%

5000

85.0
29.0

J L I 4 ‘ (113.0 141.0 169.0 197.0 2260

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

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\

Data File : BF092334.D

Aca On 17 Jan 2017 23:49

Operator : UM/SJ

ﬁ?ggle i 11246-01 ROW-SP-0-2-COMP
ALS Vial : 18 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 1-Hexadecanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.32 2.20 ng 184249 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 4-Heptafluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 91
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
4 9-Octadecene. (E)- 252 C18H36 007206-25-9 87
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 83
Abundance Scan 834 (11.319 min): BF092334.D (-831) (-) m/z 55.10 100.00%

5000

o

11,00 11.20 1140 11.60
m/z 43.10 99.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83798: 1-Hexadecanol
43.0

69.0

5000 LA L L L L L L L L
11.00 11.20 11.40 11.60
1250 m/z 69.00 98.79%
22.0 “‘ 1L " 154.0 196.0 224.0
e aRARRREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
R AR
11.00 11.20 11.40 11.60
5000 83.0 m/z 57.05 91.74%
29.0
111.0
135.0 169.0 200.0 224.0 282.0
Wwwmwmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89785: 5-Octadecene, (E)- L EARE EE e
55.0 11.00 11.20 11.40 11.60

m/z 83.05 88.65%

83.0

5000

111.0

‘ 139.0 168.0 195.0 224.0 252.0
ey R e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\

Data File : BF092334.D

Aca On 17 Jan 2017 23:49

Operator : UM/SJ

ﬁ?ggle i 11246-01 ROW-SP-0-2-COMP
ALS Vial : 18 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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.62 3.78 ng 317015 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Undecanoic acid 186 C11H2202 000112-37-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Dodecane 170 C12H26 000112-40-3 18
Abundance Scan 860 (11.616 min): BF092334.D (-858) (-) m/z 73.00 100.00%
431 730
5000
129.1
97.1 LR S BN SURRA SUN
| 157.1 1851 213.2 256.2 11.40 11.60 11.80 12.00
MMM | ' m/z 43.10 91.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LRI B L BN B
11.40 11.60 11. 80 12. 00
1290 256.0 m/z 60.00 89.00%
L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 250 2éo
Abundance
43.0 730
11.40 11.60 11.80 12.00
5000 129.0 m/z 57.10 73.26%
970 199.0 242.0
157.0
BRI UL L UL L LN 'EL'7'79"' TTTTTrrrprrTTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46615: Undecanoic acid T T
60.0 11.40 11.60 11.80 12.00
m/z 55.10 65.35%
5000
29.0 85.0 129.0
186.0
---.-‘-‘--.‘-‘---“ | . W” 07,0 w,‘” 170 0 S i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\

Data File : BF092334.D

Aca On 17 Jan 2017 23:49

Operator : UM/SJ

ﬁ?ggle i 11246-01 ROW-SP-0-2-COMP
ALS Vial : 18 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 Dichloroacetic acid, 4-hexa... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.13 7.93 ng 665355 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. 4-hexadecvl... 352 C18H34Cl1202 1000282-98-1 94
2 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 94
3 l1-Hexadecanol 242 C16H340 036653-82-4 91

4 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
5 1-Octadecanol 270 C18H380 000112-92-5 91

Abundance Scan 905 (12.131 min): BF092334.D (-902) (-) m/z 55.10 100.00%

.0

5000

-

11.80 12.00 12.20 12.40
m/z 83.05 99.37%

1391 1671

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141863: Dichloroacetic acid, 4-hexadecy! ester
55.0
83.0

111.0 11.80 12.00 12.20 12.40
29.0 m/z 57.05 87 .76%

224.0
|| 140.0 1680 1960

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

%

Abundance
43.0 83.0
o mEE L e
11.80 12.00 12.20 12.40
5000 m/z 43.10 85.48%
111.0
63.0 141.0 45 71820 208.0 255.0
R B e e L AAmamames e B E e &
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83798: 1-Hexadecanol e S e S
43.0 11.80 12.00 12.20 12.40
69.0 m/z 69.10 85.40%
97.0
5000
125.0
e e A e e e e e e BN T o e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\

Data File : BF092334.D

Aca On 17 Jan 2017 23:49

Operator : UM/SJ

ﬁ?ggle i 11246-01 ROW-SP-0-2-COMP
ALS Vial : 18 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 Heptanamide, 4-ethyl-5-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.49 2.77 ng 143264 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 59
2 Octanamide 143 C8H17NO 000629-01-6 59
3 Hexadecanamide 255 C16H33NO 000629-54-9 59
4 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 56
5 Tetradecanamide 227 C14H29NO 000638-58-4 53

Abundance Scan 936 (12.485 min): BF092334.D (-934) (-) m/z 59.00 100.00%
59.0
5000
101.0 128.0 189.0 12.20 12.40 12.60 12.80
3 1631 m/z 72.00 45.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36772: Heptanamide, 4-ethyl-5-methyl-
59.0
5000 A AR
0 nmnmnmnm
114. m/z 43.05 31.51%
2990 1 860 1420 1710
m/z--> 25 45 éo 85 160 150 150 160 180 200 220 250 2éo
Abundance
59.0
12.20 12,40 12.60 12.80
5000 m/z 56.10 27 .25%
29.0 86.0 1140 1430
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91512: Hexadecanamide
59.0 12.20 12.40 12.60 12.80
m/z 41.10 21.86%
5000
20 5200070120040 01700 2120 FDD | ) o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\

Data File : BF092334.D

Aca On 17 Jan 2017 23:49

Operator : UM/SJ

ﬁ?ggle i 11246-01 ROW-SP-0-2-COMP
ALS Vial : 18 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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.14 32.94 ng 1706150 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 90
2 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 59
3 Hexadecanamide 255 C16H33NO 000629-54-9 56
4 Octanamide 143 C8H17NO 000629-01-6 53
5 Methyl 17-methoxy-10-methoxycarb... 386 C22H4205 1000110-20-7 47
Abundance Scan 993 (13.137 min): BF092334.D (-988) (-) m/z 59.00 100.00%
54.0
5000 A\A
126.1 1280 13100 13.20 1340
149.0  184.2206.1 238.2 264.3 m/z  72.00 66 . 12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 AR SN SRR B
1280 13100 13.20 1340
m/z 55.05 35.94%
mo“‘ 180 MOPGMH01MO 2200 2%02%0
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
12.80 13.00 13.20 13.40 ™
5000 m/z 41.10 31.12%
29.0 100.0
Wmmﬁmmwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91513: Hexadecanamide S E B T SET A
59.0 1280 13100 1320 1340
m/z 43.10 25.51%
5000 J\A
m/z--> 25 45 60 éo 100 150 140 160 180 200 220 240 2éo 280 1280 13.00 13.20 1340 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\

Data File : BF092334.D

Aca On 17 Jan 2017 23:49

Operator : UM/SJ

ﬁ?ggle i 11246-01 ROW-SP-0-2-COMP
ALS Vial : 18 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 3-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.57 4.83 ng 250212 Chrysene-d12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 11-Tricosene 322 C23H46 052078-56-5 87
4 1-Hexadecanol 242 C16H340 036653-82-4 81
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 81

Abundance Scan 1031 (13.571 min): BF092334.D (-1028) (-) m/z 57.00 100.00%

83.0

5000

3

178.1 230.1 13.20 13.40 13.60 13.80
m/z 43.10 81.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106400: 3-Eicosene, (E)-
57.0

T .

5000 LA L L L L L LB B
0.0 13.20 13.40 13.60 13.80
’ m/z 55.10 81.29%
139.0 167.0 196.0 224.0 252.0 280.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 97.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
13.20 13.40 13.60 13.80
5000 m/z 83.05 78.46%
125.0
15.0 154.0 182.0 210.0 238.0 266.0
mmmmm‘wwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene AN e e S
43.0 13.20 13.40 13.60 13.80
m/z 97.05 74 .38%
5000 83.0
111.0
|| ,140.0 168.0 196.0 224.0  266.0 294.0 322.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 20 13 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\

Data File : BF092334.D

Aca On 17 Jan 2017 23:49

Operator : UM/SJ

ﬁ?ggle i 11246-01 ROW-SP-0-2-COMP
ALS Vial : 18 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 11 Hexadecanamide Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .45 2.17 ng 91586 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 53
2 Tetradecanamide 227 C14H29NO 000638-58-4 47
3 Dodecanamide 199 C12H25NO 001120-16-7 47
4 2-Octanol. 2-methvl-6-methvlene- 156 C10H200 018479-59-9 47
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 40
Abundance Scan 1108 (14.451 min): BF092334.D (-1106) (-) m/z 59.00 100.00%
59.0
5000
2 1420 14.40 14.60 14.80
m/z 72.10 68.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91513: Hexadecanamide
59.0
5000 L UL R I S
14.20 14.40 14.60 14. 80
m/z 55.05 48 .20%
29 0 “‘ ul 86.0 1140 L 142.0 1700 192. 0212 0231 0 2550
m/z--> ﬁo 45 eb éo 160 150 1&0 160 180 200 220 240 260
Abundance
59.0
"' 1420 14.40 14.60 14.80
5000 m/z 41.10 34.66%
29.0
86.0 17,0128 156.0 184.0 227.0 N»VJVNAAVVvﬁyﬂ\NMWNVv\N\
m/z--> ﬁo 45 eb éo 160 120 140 160 180 200 220 250 2é0
Abundance #55486: Dodecanamide e RARREEE RS
59.0 14.20 14.40 14.60 14.80
m/z 43.10 30.46%
= W
2%o‘h | 860 1140 1560 1990
m/z--> ﬁo 45 eb éo 160 150 1&0 160 180 200 220 250 2é0 14'20 14.40 14. 60 14-80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\

Data File : BF092334.D

Aca On 17 Jan 2017 23:49

Operator : UM/SJ

ﬁ?ggle i 11246-01 ROW-SP-0-2-COMP
ALS Vial : 18 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 12 Squalene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.54 3.15 ng 132959 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 Furan. 3-(4.8-dimethvl-3.7-nonad... 218 C15H220 023262-34-2 72
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 72
5 Carbonic acid, methyl ester, [(E... 280 C17H2803 1000164-38-7 64
Abundance Scan 1116 (14.542 min): BF092334.D (-1114) (-) m/z 69.10 100.00%
6d.1
5000
NI AR UL BN I
14.20 14.40 14.60 14.80
.?g.Ll,w.' A ". .ll.l. etleoy el . m/z 81.05 57.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 L LA IR UL S B
14.20 14.40 14.60 14.80
m/z 41.10 20.86%
TEPE e 0“13‘( 9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
1420 14.40 14.60 1480
5000 m/z 95.00 13.96%
137.0
29.0 107.0 191.0 231.0 273.0 341.0 410.0 JVJNMJ\ANALAW“VV\IVN/LAN
m/z--> 50 100 150 200 250 300 350 400
Abundance #68198: Furan, 3-(4,8-dimethyl-3,7-nonadienyl)-, (E)- B R e e R
69.0 14.20 14.40 14.60 14.80
m/z 121.05 11.86%
- /\MA—N’
390 175.0
136.0
TR o O
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\

Data File : BF092334.D

Aca On 17 Jan 2017 23:49

Operator : UM/SJ

ﬁ?ggle i 11246-01 ROW-SP-0-2-COMP
ALS Vial : 18 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 13 1,3,5(10)-Estratriene, 2-fl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.14 26.91 ng 1136680 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5(10)-Estratriene. 2-fluoro-... 290 C18H23F02 016205-32-6 50
2 Cvclopentane. 3-butvl-1-diphenvl... 290 C22H26 1000151-81-7 47
3 Stanolone 290 C19H3002 000521-18-6 47
4 Ferrocene. benzovl- 290 C17H14FeO 001272-44-2 43
5 2,4-Pentadiyn-1-one, 1,5-bis(4-m... 290 C19H1403 029372-67-6 42
Abundance Scan 1168 (15.137 min): BF092334.D (-1166) (-) m/z 290.10 100.00%
290.1
5000 ﬂ\\_
1761 TrrrrryrrrryrriTyrTTT
510 J° 1050 12001511 2051 2B 14,80 15.00 15.20 15.40
: m/z 291.10 20.47%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112148: 1,3,5(10)-Estratriene, 2-fluoro-3,17-dihydroxy-
290.0
5000 2310
14.80 15.00 15.20 15.40
m/z 176.10 19.84%
67.0 g1 115.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

N
al
~
o

Abundance
290.0
91.0
193.0 14.80 15.00 15.20 15.40
5000 233.0 m/z 76.00 16.52%
115.0
410 670 167.0
141.0 261.0
Wmmmmmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112199: Stanolone R e e e
231.0 290.0 14.80 15.00 15.20 15.40

m/z 233.10 14 _.31%

5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011717\

Data File : BF092334.D

Acg On : 17 Jan 2017 23:49

Operator : UM/SJ

3?22'6 i 11246-01 ROW-SP-0-2-COMP
ALS Vial : 18 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._67 33.0 ng 1914230 1 6.55 1161090 20.0
unknown6 .32 6.32 75.6 ng 4390740 1 6.55 1161090 20.0
Pentadecane 10.51 2.2 ng 185194 4 11.07 1678690 20.0
1-Hexadecanol 11.32 2.2 ng 184249 4 11.07 1678690 20.0
n-Hexadecanoic acid 11.62 3.8 ng 317015 4 11.07 1678690 20.0
Dichloroacetic ac... 12.13 7.9 ng 665355 4 11.07 1678690 20.0
Heptanamide, 4-et... 12.49 2.8 ng 143264 5 13.70 1035800 20.0
9-Octadecenamide, ... 13.14 32.9 ng 1706150 5 13.70 1035800 20.0
3-Eicosene, (E)- 13.57 4.8 ng 250212 5 13.70 1035800 20.0
Hexadecanamide 14.45 2.2 ng 91586 6 15.05 844947 20.0
Squalene 14.54 3.1 ng 132959 6 15.05 844947 20.0
1,3,5(10)-Estratr... 15.14 26.9 ng 1136680 6 15.05 844947 20.0

8270-BF122116.M Wed Jan 18 06:34:28 2017 Page: 16



