LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072116\
Data File : BF089181.D
Aca On 21 Jul 2016 15:42 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H4121-05 TEC-DRUMS-COMP
ALS Vial : 17 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-BF072016.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 1.724 10 12 45 rVB 952064 1759390 100.00% 11.230%
2 4.730 273 275 285 rBV 40652 72580 4.13% 0.463%
3 5.187 313 315 345 rBV 892490 1193597 67.84% 7.618%
4 6.262 407 409 416 rBV 989817 1316094 74.80% 8.400%
5 6.376 416 419 437 rVB 861510 1356887 77.12% 8.661%
6 6.604 437 439 445 rBV 202717 299742 17 .04% 1.913%
7 6.719 448 449 450 rBV 30626 24306 1.38% 0.155%
8 6.753 450 452 461 rVB 983265 983767 55.92% 6.279%
9 7.176 486 489 491 rBV 540457 774549 44 _.02% 4.944%
10 7.885 549 551 562 rBV 433692 421092 23.93% 2.688%

11 8.959 643 645 648 rBVY 1072518 1393630 79.21% 8.895%
12 9.302 673 675 676 rBB 18752 21693 1.23% 0.138%
13 9.359 678 680 687 rvVv 229089 204843 11.64% 1.307%
14 9.633 701 704 706 rBV 329681 419824 23.86% 2.680%

15 10.353 765 767 770 rBV 18918 28984 1.65% 0.185%
16 10.411 770 772 775 rBV2 548046 715353 40.66% 4 _566%
17 10.548 782 784 789 rVB 26441 28306 1.61% 0.181%
18 10.993 821 823 824 rBV 22858 19527 1.11% 0.125%
19 11.108 830 833 835 rBvV 234991 332376 18.89% 2.121%
20 11.622 873 878 879 rBvV 14622 19255 1.09% 0.123%
21 11.656 879 881 887 rvVv 48934 65213 3.71% 0.416%
22 12.205 928 929 932 rVB 23959 26994 1.53% 0.172%
23 12.685 968 971 974 rBV 1065415 992721 56.42% 6.336%
24 12.937 990 993 995 rBvV 60744 80916 4.60% 0.516%
25 13.268 1020 1022 1025 rBV 13192 17845 1.01% 0.114%

26 13.599 1049 1051 1057 rVB 153902 195843 11.13% 1.250%
27 13.725 1059 1062 1064 rBV 262245 313655 17.83% 2.002%
28 13.919 1076 1079 1082 rVVv2 14949 36062 2.05% 0.230%
29 14.034 1085 1089 1091 rBV 30343 33305 1.89% 0.213%
30 14.240 1102 1107 1112 rBVZ2 96840 287536 16.34% 1.835%

31 14.491 1126 1129 1132 rBV 360062 449363 25.54% 2.868%
32 14.628 1140 1141 1144 rVV 84770 113613 6.46% 0.725%
33 14.720 1144 1149 1153 rVV8 6943 33866 1.92% 0.216%
34 14.800 1153 1156 1157 rVV 127705 139804 7.95% 0.892%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072116\
Data File : BF089181.D
Aca On 21 Jul 2016 15:42 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : H4121-05 TEC-DRUMS-COMP
ALS Vial : 17 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF072016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.834 1157 1159 1166 rVV2 114209 275777 15.67% 1.760%

36 14.937 1166 1168 1172 rVB 14508 21749 1.24% 0.139%
37 15.074 1177 1180 1182 rVV 171382 242891 13.81% 1.550%
38 15.120 1182 1184 1186 rVV 18172 26961 1.53% 0.172%
39 15.188 1186 1190 1196 rVB4 16961 41345 2.35% 0.264%

40 15.280 1196 1198 1201 rBV 80902 106612 6.06% 0.680%

41 15.474 1213 1215 1218 rBVY 72596 115924 6.59% 0.740%
42 15.543 1218 1221 1223 rBVY 56779 129303 7.35% 0.825%

43 15.680 1230 1233 1237 rVB3 19682 46567 2.65% 0.297%
44 16.125 1269 1272 1276 rBV 37821 68349 3.88% 0.436%
45 16.377 1292 1294 1298 rVB 19827 33601 1.91% 0.214%
46 16.480 1298 1303 1304 rvv4 11511 37101 2.11% 0.237%
47 16.525 1305 1307 1317 rVB 23908 59810 3.40% 0.382%
48 16.788 1327 1330 1334 rBV4 24278 62270 3.54% 0.397%
49 16.857 1334 1336 1341 rVB4 22498 54166 3.08% 0.346%
50 17.600 1398 1401 1406 rVB3 22065 55895 3.18% 0.357%
51 17.840 1418 1422 1426 rBV6 8626 26019 1.48% 0.166%
52 17.966 1429 1433 1438 rBV6 10540 32638 1.86% 0.208%
53 18.446 1472 1475 1481 rVB4 21718 57946 3.29% 0.370%
Sum of corrected areas: 15667455
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089181.D

Aca On : 21 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4121-05 TEC-DRUMS-COMP
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089181.D

1000000{ 1.72 6.26 6.75

5.19 6.38
800000

600000 718
400000

200000 6.60

4.73 6.[12

O I e e o e e e e o e I A e e e e e s B I R B o s e e e e |
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: BF089181.D

896 12,69

1000000

800000

600000 10.41

7.88

400000 963

9.36 11.11

200000
12.94
L 9. 10.]%0.55 10.9 1@@%6 12.21 \ | 1827

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089181.D

1000000

800000

600000

400000 14.49

200000y,

16.13 16 qg53 14686 17.6017.87.97 18.45

R e e i ————————— 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:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089181.D

Aca On : 21 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4121-05 TEC-DRUMS-COMP
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

4.73 4.84 ng 72580 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetone 58 C3H60 000067-64-1 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2-Nonanone. 9-hvdroxyv- 158 C9H1802 025368-56-3 9
5 3-Octanol 130 C8H180 000589-98-0 9

Abundance Scan 275 (4.730 min): BF089181.D (-273) (-) m/z 43.10 100.00%
48
59
5000
101 llllllllllllll|llll
a3 4.40 4.60 4.80 5.00
I ma  AA B s B m/z 59.10 60.40%
m/z--> 10 20 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RN L LR
4.40 4.60 4.80 5.00
59 m/z 101.10 21.77%
%7\\ 37\ iR 53‘ H 67 " 83 91 ‘10‘1
miz--> ) 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500
5000 m/z 58.00 16.17%
15
58
) 27
miz--> ) 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one R AAmmma
43 4.40 4.60 4.80 5.00
m/z 41.10 11.02%
5000
55
|1 37| 49 ‘\ 65 71 77 83 98
miz--> ) 10 20 30 40 50 60 70 80 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089181.D

Aca On : 21 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4121-05 TEC-DRUMS-COMP
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 3 unknown6.38 Concentration Rank 2

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

6.38 90.54 ng 1356890 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Xenon 132 Xe 007440-63-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 419 (6.376 min): BF089181.D (-416) (-) m/z 132.00 100.00%
132
5000 68
96
40 45 54 62| 87 | 104 6.00 6.20 6.40 6.60 6.80
”.w.”:w.”,”.w.”.“.”,”.w.”.wwn,”.w.”.,h”,” m/z 68.10 35.65%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60 6.80
0
31384451 78 m/z 134.00 33.19%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
—v—rv—v—v—v—rv—v—v—
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.10 22.68%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132 6.00 6.20 6.40 6.60 6.80
m/z 96.10 14 _.49%
5000
66
"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I}%§l'” T SRASE SR AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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8270-BF072016-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089181.D

Aca On = 21 Jul 2016 15:42

Operator : UM/SJ

Sample : H4121-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 Heneicosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.94 5.16 ng 80916 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90

Abundance Scan 993 (12.937 min): BF089181.D (-990) (-) m/z 57.10 100.00%
57
85
5000
‘ L M2 141 160 12/60 12.80 13.00 13.20
el ey m/z 71.10 73.59%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 RNV ISR IR
12.60 12.80 13.00 13.20
29 113 m/z 43.10 65.98%
Al h “\ ‘hw h‘ u‘ l 1?1 | 169 197 225 253 296
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance
57
12/60 12.80 13.00 13.20
5000 85 m/z 85.10 60.68%
29 13 141 160 107 225 253 205 323 367
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #94346: Heptadecane
57 12.60 12.80 13.00 13.20
m/z 41.10 29.00%
85
5000
29
L. | | l‘J11}34 141 169 197 240
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 300 3&1;0 12.I60 12.|80 13.'00 13.'20 '

Jul 22 17:15:21 2016

TEC-DRUMS-COMP

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089181.D

Aca On = 21 Jul 2016 15:42

Operator : UM/SJ

Sample : H4121-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Tetrapentacontane, 1,54-dib... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.60 12.49 ng 195843 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 83
2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 80
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 80
4 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 72
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 70
Abundance Scan 1051 (13.599 min): BF089181.D (-1049) (-) m/z 57.10 100.00%

5000

:

11 L LA L e e o
I 155 20 13.20 13.40 13.60 13.80 14.00
1 F S — m/z 43.10 76.79%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #243727: Tetrapentacontane, 1,54-dibromo-
57
5000 LA L B L B L B L L L L
1 13.20 13.40 13.60 13.80 14.00
m/z 71.10 66.65%
‘ \\‘AM%?§}97239281323365 415457499541583628670713755 835

m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance

57

|

13.20 13.40 13.60 13.80 14.00

5000 m/z 55.10 52.03%
111

153196238 308353 454

| N AR AR AR SRR SR RS SAR SRR SRR AT SRR AN SRR B SRR B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #235928: Octacosyl trifluoroacetate T
57 13.20 13.40 13.60 13.80 14.00
m/z 85.10 46.90%

%

5000

11111158195 250 306345392437 48

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 13. 20 13.40 13.60 13.80 14. 00

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089181.D

Aca On : 21 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4121-05 TEC-DRUMS-COMP
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 7 Behenic alcohol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.24 18.33 ng 287536 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 95
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 n-Tetracosanol-1 354 C24H500 000506-51-4 95
Abundance Scan 1107 (14.240 min): BF089181.D (-1102) (-) m/z 83.10 100.00%
a7 8B
IR S SUNLE IR B
139 14.00 14.20 14.40 14.60
281
l--.‘L.ﬂ.'-'....ZO.7... et | M/Z 57.10  99.89%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 1l L S BRI B B
14.00 14.20 14. 40 14. 60
- m/z 55.10 93.48%
I 1“ W L y | ‘157 196 224 252 280 308
m/z--> 55 100 150 200 250 360 3éo '
Abundance
57
83 IR S SUNULE BUULR B
14.00 14.20 14.40 14.60
5000 111 m/z 97.10 90.42%
29 169
140 196,15 241 392
m/z--> 55 160 1éo 200 250 300 3éo '
Abundance #164113: Trifluoroacetic acid, pentadecy! ester e B e B
14.00 14.20 14.40 14.60
83 m/z 43.10 89.54%
5000 111 A~NHAWJN~§AfxwaAAM\J\~A
29
I J| ‘ | | |10 182 210 255 306
miz-> 50 100 150 200 250 300 350 "' 14.00 14,20 14.40 14.60
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8270-BF072016-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089181.D

Aca On = 21 Jul 2016 15:42

Operator : UM/SJ

Sample : H4121-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 8 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.49 37.00 ng 449363 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 Tetradecanamide 227 C14H29NO 000638-58-4 50
3 Decanamide- 171 C10H21NO 002319-29-1 43
4 Octadecanamide 283 C18H37NO 000124-26-5 38
5 1,1,2-Trimethyl-1-silacyclobutane 114 C6H14Si 030681-90-4 38
Abundance Scan 1129 (14.491 min): BF089181.D (-1126) (-) m/z 59.10 100.00%
9
5000
140 14.20 14.40 14.60 14.80
170 198 221240 277294 320337 77 7910 77 530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
50
5000 41 L S LN SULLN L
14.20 14.40 14.60 14.80
81 m/z 55.10 50.09%
18 9% 126 154 184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
14.20 14.40 14.60 14.80
5000 m/z 41.10 32.94%
41
18 79 %7 18 149166184 210%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #38977: Decanamide- L R
50 14.20 14.40 14.60 14.80
m/z 43.10 30.91%
5000
4 86
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089181.D

Aca On : 21 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4121-05 TEC-DRUMS-COMP
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 9 Oxirane, heptadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.63 9.36 ng 113613 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
2 Hexadecanal 240 C16H320 000629-80-1 94
3 Octadecanal 268 C18H360 000638-66-4 91
4 Heptadecanal 254 C17H340 1000376-70-0 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
Abundance Scan 1141 (14.628 min): BF089181.D (-1140) (-) m/z 57.10 100.00%

7 82

96
5000

14.40 14.60 14.80 15.00
m/z 43.10 95.59%

191 208

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-
82

96

5000

14.40 14.60 14.80 15.00
110 m/z 82.05 90.48%

152166180194208222236250264 282

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

43 57 82

96 14.40 14.60 14.80 15.00

5000] g m/z 55.10 72 _.45%

110
124
1381521661g0 196 222

WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117606: Octadecanal L m
14.40 14.60 14.80 15.00
m/z 96.10 61.67%

5000

110
250

124
138152166180194208222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14. 60 14. 80 15. 00

8270-BF072016.-M Fri Jul 22 17:15:25 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089181.D

Aca On : 21 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4121-05 TEC-DRUMS-COMP
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 10 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.80 11.51 ng 139804 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 1156 (14.800 min): BF089181.D (-1153) (-) m/z 57.10 100.00%
57
5000
LRI AL SRR SURIUE B
141 169 14.40 14.60 14.80 15.00 15.20
..-.~,...~1|J“.1,'. Ao e m/z 71.10 73.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 A B S UM B
14.40 14.60 14.80 15.00 15.20
13 m/z 43.10 59.38%
2?} ‘ \ \ i ‘141‘169 197 225 267 295 365 393
m/z--> 5 100 150 200 250 300 350 400
Abundance
57
14.40 14.60 14,80 15.00 15.20
5000 g5 m/z 85.10 53.06%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane L B .
57 14.40 14.60 14.80 15.00 15.20
m/z 55.10 25.90%
5000 85
113 14
20| | || 7] 241 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 2(')0 250 300 350 400 14.40 14.60 14.80 15.00 15.20

8270-BF072016.-M Fri Jul 22 17:15:26 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089181.D

Aca On : 21 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4121-05 TEC-DRUMS-COMP
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 11 Tetracosyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.83 22.71 ng 275777 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 81
2 1-Octadecanol 270 C18H380 000112-92-5 81
3 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 81
4 1-Heptacosanol 396 C27H560 002004-39-9 74
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 74

Abundance Scan 1159 (14.834 min): BF089181.D (-1157) (-) m/z 83.10 100.00%
5593
5000 e
067 200 e " 14:60 14.80 15.00 15.20
et e e M/Z 97.10 97.52%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate
57
5000 L UL I L B
14.60 14.80 15.00 15.20
125 m/z 69.10 94 .79%
2?‘ ‘ hh \h ‘59195222250278308336 381 532
m/z--> 0 55 100 150 200 250 300 350 400 450 500 |
Abundance
55 gq
14.60 14.80 15.00 15.20
5000 111 m/z 55.10 86.30%
2y 139168196224252
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosyl heptafluorobutyrate i B B
57 14.60 14.80 15.00 15.20
m/z 43.10 76 .79%
97
5000
125
29 l | 169105222250 294322 367 518
miz-> 0 50 100 150 200 250 300 350 400 450 500 14.60 14.80 15.00 15.20

8270-BF072016.-M Fri Jul 22 17:15:27 2016 Page: 12



8270-BF072016-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089181.D

Aca On = 21 Jul 2016 15:42

Operator : UM/SJ

Sample : H4121-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 13 Octacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.47 9.55 ng 115924 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 1215 (15.474 min): BF089181.D (-1213) (-) m/z 57.10 100.00%
5
5000 ,\,/\—\/\»_/\/\\V\_“\
% 1520 15.40 15.60 15.80
141 . . . .
A m/z 71.10  71.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
57
5000 L S U SULRLE IR
mmmmmmmm
m/z 43.10 61.79%
Ll \hdd }4 ?33 225 281 337 394
miz--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
1520 15.40 15.60 15.80
5000 m/z 85.10 52.27%
7
26 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #215181: 2-methyloctacosane R B B
57 15.20 15.40 15.60 15.80
m/z 55.10 23.42%
- %MW
99
26| | 141183 225 267 309 365
m/z--> (I) 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(|)O 15'20 15. 40 15. 60 15. 80

Jul 22 17:15:28 2016

TEC-DRUMS-COMP
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089181.D

Aca On = 21 Jul 2016 15:42

Operator : UM/SJ

Sample : H4121-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 14 1-Heptacosanol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.54 10.65 ng 129303 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 n-Tetracosanol- 354 C24H500 000506-51-4 90
5 Octacosanol 410 C28H580 000557-61-9 70

Abundance Scan 1221 (15.543 min): BF089181.D (-1218) (-) m/z 57.10 100.00%
57 97
125 183 179 15.20 15.40 15.60 15.80
gy 200 AL m/z 97.10 92.65%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7
5000 AR BN B I B
125 1520 15.40 15.60 15.80
m/z 83.10 92.61%
2 153 181 200 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
15.20 15.40 15.60 15.80
5000 11 m/z 55.10 88.54%
29
139 167 106 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol R e o R B
55 15.20 15.40 15.60 15.80
m/z 69.10 79 .04%
5000
29
Iy 1y L h “167 196 238 266 294
m/z--> 50 100 200 250 300 350 1520 15.40 15.60 15.80

8270-BF072016-M Fri

Jul 22 17:15:29 2016

TEC-DRUMS-COMP

Page: 14



8270-BF072016-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089181.D

Aca On = 21 Jul 2016 15:42

Operator : UM/SJ

Sample : H4121-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 15 Oxirane, hexadecyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
16.13 5.63 ng 68349 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 83
2 Tetradecanal 212 C14H280 000124-25-4 78
3 1.19-Eicosadiene 278 C20H38 014811-95-1 72
4 Pentadecanal- 226 C15H300 002765-11-9 50
5 Z-8-Tetradecen-1-yl acetate 254 C16H3002 035835-80-4 46

Abundance Scan 1272 (16.125 min): BF089181.D (-1269) (-) m/z 57.10 100.00%
5000
15.80 16.00 16,20 16,40
m/z 43.10 90.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117616: Oxirane, hexadecyl-
5000 LA BN BN B
15.80 16.00 16.20 16.40
m/z 82.10 87.08%
152166180194208222236250 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
82 RN PN SRR B
15.80 16.00 16.20 16.40
5000 29 96 m/z 83.10 77.24%
110
124138155 198 104 515 W
W‘Wmmwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene R T
15.80 16.00 16.20 16.40
m/z 55.10 71.16%
5000
7
2 111195 151165180194208222236250 278
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15%0 1&00 1&20 1&40

Jul 22 17:15:29 2016

TEC-DRUMS-COMP
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089181.D

Aca On : 21 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4121-05 TEC-DRUMS-COMP
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 16 unknownl6.53 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.53 4.92 ng 59810 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. tetramethvl- 100 C6H120 005076-20-0 38
2 4_beta.H.5.alpha.H-Eudesman-11-ol 224 C15H280 031756-53-3 37
3 2-Naphthalenemethanol. decahvdro... 222 C15H260 000473-15-4 25
4 Methvl 2.3.3-trichloropropanoate 190 C4H5CI1302 020618-07-9 25
5 Cyclopentanemethanol, .alpha.,.a... 128 C8H160 001462-06-2 23
Abundance Scan 1307 (16.525 min): BF089181.D (-1305) (-) m/z 59.10 100.00%
50
43
5000
71 \
108 151 A DA AN
| | 82 9f 122 177189 209 1620 16.40 16.60 16.80
S| | .,l':'..'!,.'wﬁ#%ﬁﬁ m/z 58.10 68.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3857: Oxirane, tetramethyl-
59
43
5000 \ h'l" 'AI""I""I""
16.20 16.40 16.60 16.80
m/z 43.10 53.56%
w\\‘\\u%loo
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance
59
16.20 16.40 16.60 16.80
5000 o m/z 71.10 32.94%
N g1 95 109 151 166
123 137 191 209
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79503: 2-Naphthalenemethanol, decahydro-.alpha.,.alpha.,4... A BEmma B R
59 16.20 16.40 16.60 16.80
m/z 55.10 20.23%
5000 \r}\«\//V/\JAJ\\xxr»P/\/\N\uv
149
81 93 108 164
i .H- b bl HH ‘H\ B \ 1767 200 222 I
m/z--> 20 60 80 100 120 140 160 180 200 220 16,20 16.40 16.60 16.80

8270-BF072016.-M Fri Jul 22 17:15:30 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089181.D

Aca On : 21 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4121-05 TEC-DRUMS-COMP
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 17 unknownl16.79 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.79 5.13 ng 62270 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-1-(4-(pvridin-2-vD)pipe... 233 C13H19N30 1000368-48-5 22
2 1.5-Cvcloundecadiene. 8.8-dimeth... 190 C14H22 062338-54-9 14
3 (4-Aminofurazan-3-vI)phenvimethanol 191 C9H9N302 1000311-63-0 11
N-(2-Hvdroxv-1-methvlene-2-prop-... 191 C11H13NO2 1000194-35-2 11
5 Bicyclo[5.2.0]nonane, 4-methylen... 204 C15H24 1000159-38-2 10
Abundance Scan 1330 (16.788 min): BF089181.D (-1327) (-) m/z 43.10 100.00%

107

I

16.40 16.60 16.80 17.00 17.20
m/z 107.10 80.49%

5000
|| H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88282: 2-Methyl-1-(4-(pyridin-2-yl)piperazin-1-yl)propan-...
107
43
5000 133 TT 1T IIIIIIIIIIII TT
16. 40 16 60 16 80 17. OO 17. 20
m/z 105.00 76.75%
‘ ‘ 147162 190 233
| ‘ | ‘ 1 il l |
B ma N B B o ey L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 B
67 IIIIIIIIIIIIIIIIIIIIIII
10772t 16.40 16.60 16.80 17.00 17.20
5000 m/z 81.10 64 .54%
27 147 175
161 190
mﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54023: (4-Aminofurazan-3-yl)phenylmethanol A ERmEa mEa S
107 16.40 16.60 16.80 17.00 17.20
79 m/z 159.10 62.17%
5000 173
51
149 191 [1 [\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00 17.20

8270-BF072016.-M Fri Jul 22 17:15:31 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089181.D

Aca On : 21 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4121-05 TEC-DRUMS-COMP
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 18 unknownl6.86 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.86 4.46 ng 54166 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (4R*_.5R*.9S*)-5.9-Dimethvispirol... 166 C11H180 063088-19-7 14
2 Cvclohexane. (2-ethvl-1-methvlbu... 180 C13H24 074810-41-6 14
3 1H-Imidazole. 2-ethvl-4-methvl- 110 C6H10N2 000931-36-2 14
4 1H-Indene. 1-(1.5-dimethvl-2-hex... 248 C18H32 054411-95-9 12
5 1,4-Methanoazulene-9-methanol, d... 222 C15H260 001139-17-9 12

Abundance Scan 1336 (16.857 min): BF089181.D (-1334) (-) m/z 105.05 100.00%

5

5000

16.60 16.80 17.00 17.20
m/z 95.10 73.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #35086: (4R*,5R*,9S*)-5,9-Dimethylspiro[3.5]nonan-1-one
95
68
41
5000 IIIIIIIIIIIIIIIIII
123 166 16.60 16.80 17.00 17.20
‘ m/z 91.05 67.86%
ek H\P —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95
151
a1 R BEERE BT L
67 16.60 16.80 17.00 17.20
5000 m/z 109.10 61.11%
180
25 121
WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #5743: 1H-Imidazole, 2-ethyl-4-methyl- R BEERE BT L
109 16.60 16.80 17.00 17.20
m/z 121.10 60.62%
5000
54
28 82
S P U N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16 60 16. 80 17. 00 17. 20

8270-BF072016.-M Fri Jul 22 17:15:32 2016 Page: 18



8270-BF072016-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089181.D

Aca On = 21 Jul 2016 15:42

Operator : UM/SJ

Sample : H4121-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 19 unknownl7.60 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.60 4.60 ng 55895 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. 2.2.2-trifluoro-N-(1-... 193 C6H6F3N30 131311-59-6 25
2 Benzenemethanol. 3-hvdroxv- 124 C7H802 000620-24-6 11
3 Pvrazine. 2-methoxy-3-methvl- 124 C6H8N20 002847-30-5 11
4 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 11
5 2-Methyl-4,5-pyrimidinediamine 124 C5H8N4 015579-63-2 10

Abundance Scan 1401 (17.600 min): BF089181.D (-1398) (-) m/z 124.10 100.00%
43 229
5000
1415163177 103 IR (5 I
17.20 17.40 17.60 17.80 18.00
m/z 43.10 59.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55538: Acetamide, 2,2,2-trifluoro-N-(1-methyl-1H-imidazol...
124
5000 LA L B L B L B L L L L
193 17. 20 17. 40 17. 60 17. 80 18 00
42 56 m/z 229.20 54 _.40%
e L 000 | Mot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
77 95 124
R e  Emame
17.20 17.40 17.60 17.80 18.00
5000 a9 m/z 57.10 34.79%
63
15 109
WWW’WWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10348: Pyrazine, 2-methoxy-3-methy!- T
124 17.20 17.40 17.60 17.80 18.00
m/z 123.10 31.53%
5000
106
40 68
54
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 20 17. 40 17. 60 17. 80 18 00

Jul 22 17:15:33 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089181.D

Aca On : 21 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4121-05 TEC-DRUMS-COMP
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 20 unknownl18.45 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.45 4.77 ng 57946 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. tetra-2-propenvl- 192 C12H20Si 001112-66-9 38
2 Caparratriene 206 C15H26 1000374-08-7 35
3 1.2-Dimethvl-4-oxocvclohex-2-ene... 152 C9H1202 1000187-01-2 22
4 7-Heptadecvne. 17-chloro- 270 C17H31cCl 056554-75-7 22
5 1,1-Dimethyl-4-methylenecyclohexane 124 C9H16 006007-96-1 14
Abundance Scan 1475 (18.446 min): BF089181.D (-1472) (-) m/z 69.10 100.00%
9 9

%

5000

18.20 18.40 18.60 18.80
m/z 95.10 96.20%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54584: Silane, tetra-2-propenyl-
95 109 123
69
43 151
5000 81 llll|llll|llll|llll|lll
55 18.20 18.40 18.60 18.80
m/z 81.10 78 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 69 95
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55 81 18.20 18.40 18.60 18.80
5000 m/z 109.10 76.80%
136 163
149 177 91 206

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

Abundance #26072: 1,2-Dimethyl-4-oxocyclohex-2-enecarboxaldehyde AN maa T e
95 18.20 18.40 18.60 18.80
m/z 163.10 64.10%
67
5000 - 123
39
152
‘ 79 109
U. oAb .‘l“a Il .Hﬁ“ el .‘.1.3‘.4, —

m/z--> 20 40 60 80 100 120 140 160 180 200 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089181.D

Acq On - 21 Jul 2016 15:42 Instrument :
Operator : UM/SJ BNA_F

Sample - H4121-05 ClientSampleld :
Misc : TEC-DRUMS-COMP
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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... 4.73 4.8 ng 72580 1 6.60 299742 20.0
unknown6 .38 6.38 90.5 ng 1356890 1 6.60 299742 20.0
Heneicosane 12.94 5.2 ng 80916 5 13.73 313655 20.0
Tetrapentacontane... 13.60 12.5 ng 195843 5 13.73 313655 20.0
Behenic alcohol 14.24 18.3 ng 287536 5 13.73 313655 20.0
9-Octadecenamide, ... 14.49 37.0 ng 449363 6 15.07 242891 20.0
Oxirane, heptadecyl- 14.63 9.4 ng 113613 6 15.07 242891 20.0
2-methyloctacosane 14 .80 11.5 ng 139804 6 15.07 242891 20.0
Tetracosyl heptaf... 14.83 22.7 ng 275777 6 15.07 242891 20.0
Octacosane 15.47 9.6 ng 115924 6 15.07 242891 20.0
1-Heptacosanol 15.54 10.7 ng 129303 6 15.07 242891 20.0
Oxirane, hexadecyl- 16.13 5.6 ng 68349 6 15.07 242891 20.0
unknownl16.53 16.53 4.9 ng 59810 6 15.07 242891 20.0
unknownl16.79 16.79 5.1 ng 62270 6 15.07 242891 20.0
unknownl16 .86 16.86 4.5 ng 54166 6 15.07 242891 20.0
unknownl17 .60 17.60 4.6 ng 55895 6 15.07 242891 20.0
unknown18.45 18.45 4.8 ng 57946 6 15.07 242891 20.0
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