LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091640.D
Aca On : 15 Dec 2016 20:42 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H6086-03 ETGI-ROLL-OFF-276-COMP
ALS Vial : 14 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-BF120916.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 4.281 190 192 197 rBvY 98426 126365 1.64% 0.182%
2 4.956 248 251 260 rBY 2398024 3671124 47 .63% 5.301%
3 5.390 286 289 291 rBVY 6626160 6808996 88.34% 9.832%
4 6.430 377 380 382 rBVY 6520697 7708066 100.00% 11.131%
5 6.556 388 391 393 rBY 7327301 7303986 94.76% 10.547%
6 6.784 408 411 413 rBV 2311175 1947204 25.26% 2.812%
7 6.944 422 425 427 rBVY 5602999 5772110 74.88% 8.335%
8 7.344 457 460 463 rBVY 3274358 4596904 59.64% 6.638%
9 8.065 521 523 526 rBY 2035873 2399901 31.13% 3.466%
10 9.150 615 618 620 rBY 7962085 7141689 92.65% 10.313%

11 9.539 650 652 655 rBvV 475265 474314 6.15% 0.685%
12 9.768 670 672 674 rVB 87137 78015 1.01% 0.113%
13 9.825 674 677 679 rBV 2869691 2569841 33.34% 3.711%
14 10.259 714 715 717 rVB 147292 150698 1.96% 0.218%
15 10.488 731 735 738 rBV 60300 105242 1.37% 0.152%

16 10.613 743 746 748 rBV 3613816 4012322 52.05% 5.794%
17 10.739 755 757 762 rBV 197006 275524 3.57% 0.398%
18 11.185 794 796 797 rBV 151054 136178 1.77% 0.197%
19 11.299 804 806 809 rBV 2048548 2056216 26.68% 2.969%
20 11.836 851 853 855 rBvV 95679 132979 1.73% 0.192%

21 12.511 910 912 914 rBV 163408 147462 1.91% 0.213%
22 12.739 928 932 934 rBV2 164795 232333 3.01% 0.335%
23 12.888 942 945 948 rBV 4788698 4828864 62.65% 6.973%
24 13.379 984 988 990 rBV 1097780 1456034 18.89% 2.103%
25 13.448 992 994 999 rvB2 66856 134508 1.75% 0.194%

26 13.791 1022 1024 1028 rBV3 201653 239256 3.10% 0.345%
27 13.928 1034 1036 1039 rBV 1493040 2096368 27.20% 3.027%
28 14.579 1091 1093 1095 rBvV 64592 104541 1.36% 0.151%
29 14.694 1101 1103 1109 rBVZ2 75514 106524 1.38% 0.154%
30 14.785 1109 1111 1114 rBV 146656 146857 1.91% 0.212%

31 14.945 1122 1125 1129 rVB 138463 277378 3.60% 0.401%
32 15.220 1147 1149 1152 rVB 95930 121939 1.58% 0.176%
33 15.277 1152 1154 1157 rBV 90391 122081 1.58% 0.176%
34 15.345 1157 1160 1163 rBV 1242621 1660844 21.55% 2.398%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\

Data File : BF091640.D

Aca On : 15 Dec 2016 20:42

Operator : UM/SJ

ﬁ?ggle : H6086-03 ETGI-ROLL-OFF-276-COMP
ALS Vial : 14 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.683 1275 1277 1282 rVB2 43281 107543 1.40% 0.155%

Sum of corrected areas: 69250206
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091640.D

Aca On : 15 Dec 2016 20:42

Operator : UM/SJ

Sample : H6086-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

> Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

ETGI-ROLL-OFF-276-COMP

Abundance
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12.89

10.61
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. 10.2610.44 10.74 11.1 11.84 12.5112.74

13.38

3.45

Time-->

I
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TIC: BF091640.D

13.93 15.35

3.79 14, 58169794.95 15.4@ 16.68

0

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121516\

Data File : BF091640.D

Aca On : 15 Dec 2016 20:42

Operator : UM/SJ

ﬁ?ggle : H6086-03 ETGI-ROLL-OFF-276-COMP
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 37.71 ng 3671120 1,4-Dichlorobenzene-d4 6.78
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 251 (4.956 min): BF091640.D (-248) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 SRS S S
| 83.0 | 2070 4.60 4.80 5.00 5.20
) SEEBERERSSN 1 ABSY ASESESERL P MMM ) 613 m/z 59.10 58.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AL R R
59.0 460 480 500 520
0
150 1010 m/z 101.10 19.82%
\M‘ i Tl 83'0 \‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 480 500 520
5000 500 m/z 58.05 15.07%
101.0
15.0 83.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R s R
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.34%
5000 41.0
'"'|'"'Mm"4W""|""|""%%QQ%ﬁ%Q"|""|""|"" SRR SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121516\

Data File : BF091640.D

Aca On : 15 Dec 2016 20:42

Operator : UM/SJ

ﬁ?ggle : H6086-03 ETGI-ROLL-OFF-276-COMP
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : 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 2 unknown6.56 Concentration Rank 1

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

6.56 75.02 ng 7303990 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvopromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 Xenon 132 Xe 007440-63-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 391 (6.556 min): BF091640.D (-388) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 %.1 620 640 6.60 680
ol 281.1 m/z 68.10 45.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propiony!
57.0 132.0
5000 98.0 RS SRR BN LR
620 6.40 6.60 6.80
m/z 134.00 34 .36%
o HM 1580 188.0
m/z--> ﬁo Jo éo éo 160 120 140 1é0 180 200 220 240 2éo 2§0
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 28.98%

91.0

39.0 65.0

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

Abundance #13608: Benzene, 1-ethenyl-3,5-dimethyl- e R ABNEa ST
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.70%
5000
1390 650 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121516\

Data File : BF091640.D

Aca On : 15 Dec 2016 20:42

Operator : UM/SJ

ﬁ?ggle : H6086-03 ETGI-ROLL-OFF-276-COMP
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : 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 4 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.68 ng 275524 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 757 (10.739 min): BF091640.D (-755) (-) m/z 57.10 100.00%
57.1
5000 85.0
113 1 10.40 10.60 10.80 11.00
et b A A ook 8 Tm/z 71.10  69.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107652: Eicosane
57.0
5000 ISR NN BN SN B
85.0 10.40 10.60 10.80 11.00
20.0 m/z 43.10 66 .45%
JLMHMﬁwmmm% 2820
m/z--> 25 45 eb 8b 160 120 140 160 180 200 220 240 260 280 360 350
Abundance
57.0
85.0 10.40 10.60 10.80 11.00
5000 m/z 85.05 45 .66%
29.0 113.0

141.0 169.0 197.0  240.0

LA AR NN AR RN BARAN RARAE SARAY SARAS RS R R SRR SR SR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73965: Hexadecane R EEam e e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 30.27%

5000
85.0

29.0
\ ‘\ ‘ 1130141016901970 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121516\

Data File : BF091640.D

Aca On : 15 Dec 2016 20:42

Operator : UM/SJ

ﬁ?ggle : H6086-03 ETGI-ROLL-OFF-276-COMP
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : 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 6 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.38 13.89 ng 1456030 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 64
2 Hexadecanamide 255 C16H33N0 000629-54-9 56
3 Decanamide- 171 C10H21NO 002319-29-1 53
4 Nonanamide 157 C9H19NO 001120-07-6 53
5 Undecanamide, 1l1-bromo- 263 C11H22BrNO 005875-26-3 53
Abundance Scan 988 (13.379 min): BF091640.D (-984) (-) m/z 59.00 100.00%
54.0
5000
83.0 m&liM“mzmzmz 13.00 13.20 13.40 13.60
: : . ; m/z 72.10 69.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106877: 9-Octadecenamide, (2)-
59.0
5000 UV NS SRR UM R
13100 13.20 13.40 13.60
126.0 m/z 55.10 35.95%
H 98.0 281.0
| L\u\ Iy 154.0 184.007.0 238.0
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 13.60
5000 m/z 41.05 29.37%
29.0 860 1280  q799 2120 2550
m@mﬁmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36755: Decanamide- e e A B
59.0 13.00 13.20 13.40 13.60
m/z 43.05 23.73%
5000
29.0 | 8?0 12§0 171.0
Il Ll ] |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13100 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121516\

Data File : BF091640.D

Aca On : 15 Dec 2016 20:42

Operator : UM/SJ

ﬁ?ggle : H6086-03 ETGI-ROLL-OFF-276-COMP
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : 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 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.79 2.28 ng 239256 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 1024 (13.791 min): BF091640.D (-1022) (-) m/z 57.10 100.00%
5(-1 83.0
5000
LRI AL SRS B B
139.1 1681 2301 13.40 13.60 13.80 14.00 14.20
— 204.2 281.1  326.1 m/z  55.05 90 . 55%
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
5000 LRI AL SRS DU B
29.0 13.40 13.60 13.80 14.00 14.20
' m/z 43.10 84 .92%
\‘ | 139.0 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 97.0
69.0 LRI B SRS DU B
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.05 83.66%
125.0
15.0 154.0 182.0 210.0 238.0 266.0
WWTWTWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154046: Bromoacetic acid, octadecyl ester N R RN RS
43, 13.40 13.60 13.80 14.00 14.20
69.0 m/z 69.10 82.02%
97.0
5000
153.0 1810  224.0250.0 5979

T T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF121516\

Data File : BF091640.D

Acq On : 15 Dec 2016 20:42

Operator : UM/SJ

3?22'6 - H6086-03 ETGI-ROLL-OFF-276-COMP
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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... 4.96 37.7 ng 3671120 1 6.78 1947200 20.0
unknown6 .56 6.56 75.0 ng 7303990 1 6.78 1947200 20.0
Eicosane 10.74 2.7 ng 275524 4 11.30 2056220 20.0
9-Octadecenamide, ... 13.38 13.9 ng 1456030 5 13.94 2096370 20.0
3-Eicosene, (E)- 13.79 2.3 ng 239256 5 13.94 2096370 20.0
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