LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 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-BF092016.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 1.644 3 5 45 rVB 635392 1864966 46.64% 5.230%
2 4 _.558 256 260 270 rBV 329582 734905 18.38% 2.061%
3 5.027 298 301 304 rBVY 2284432 3510928 87.80% 9.846%
4 6.136 394 398 400 rBVY 2635401 3998580 100.00% 11.214%
5 6.227 404 406 409 rvVv 2503905 3503224 87.61% 9.825%
6 6.456 424 426 429 rBV 517367 669007 16.73% 1.876%
7 6.616 437 440 443 rBV 2431293 2621451 65.56% 7.352%
8 7.039 474 477 479 rBY 2060700 2189467 54.76% 6.140%
9 7.747 537 539 542 rBV 890902 845421 21.14% 2.371%
10 8.833 631 634 637 rBY 2811040 3768041 94.23% 10.567%

11 9.233 667 669 672 rBvV 774500 801511 20.04% 2.248%
12 9.496 690 692 694 rBV 1146099 925919 23.16% 2.597%

13 9.965 731 733 734 rVB 40649 54931 1.37% 0.154%
14 10.170 749 751 755 rBV 24073 44788 1.12% 0.126%
15 10.285 758 761 763 rBV 1827398 1811138 45.29% 5.079%
16 10.433 772 774 778 rBV 62276 98589 2.47% 0.276%
17 10.971 818 821 823 rBV 658348 697117 17.43% 1.955%
18 11.222 841 843 847 rBV 31386 46120 1.15% 0.129%
19 11.531 868 870 878 rBv2 58816 85549 2.14% 0.240%
20 12.559 957 960 962 rBV 2127545 2616543 65.44% 7.338%
21 12.788 977 980 984 rBV3 57006 95257 2.38% 0.267%
22 12.982 994 997 998 rBV 60413 61785 1.55% 0.173%
23 13.154 1008 1012 1014 rVVv2 19527 43604 1.09% 0.122%
24 13.268 1020 1022 1024 rBV 50422 46383 1.16% 0.130%

25 13.474 1037 1040 1042 rBvV 268238 422277 10.56% 1.184%

26 13.577 1047 1049 1052 rBV 473325 630713 15.77% 1.769%

27 13.794 1066 1068 1071 rBV2 44101 64158 1.60% 0.180%
28 13.908 1076 1078 1081 rVvVv 31943 46678 1.17% 0.131%
29 14.102 1092 1095 1098 rBV 460606 502009 12.55% 1.408%
30 14.399 1118 1121 1124 rBV 43702 85764 2.14% 0.241%
31 14.445 1124 1125 1127 rVB 52118 60763 1.52% 0.170%

32 14.514 1129 1131 1133 rVV 121818 124908 3.12% 0.350%
33 14.674 1143 1145 1149 rBV2 189618 311750 7.80% 0.874%
34 14.902 1163 1165 1168 rBV 336529 444037 11.10% 1.245%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 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-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.131 1182 1185 1188 rBV 215953 281954 7.05% 0.791%

36 15.314 1199 1201 1203 rBV 83400 130076 3.25% 0.365%
37 15.360 1203 1205 1207 rVB 68194 109196 2.73% 0.306%
38 15.931 1252 1255 1258 rBV 124135 194884 4.87% 0.547%
39 16.514 1303 1306 1308 rBV3 58069 132503 3.31% 0.372%
40 16.754 1324 1327 1330 rBV2 61017 139574 3.49% 0.391%

41 16.925 1339 1342 1346 rVB3 64875 138495 3.46% 0.388%
42 17.108 1355 1358 1366 rBV2 175353 448614 11.22% 1.258%
43 18.068 1439 1442 1453 rVB4 73823 253396 6.34% 0.711%

Sum of corrected areas: 35656973

8270-BF092016.M Fri Sep 30 16:58:51 2016 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF092916\

BF090300.D

29 Sep 2016 20:11

UM/SsJ

H5021-01

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090300.D
6%23
2500000 i 6.62
5.03
7.04
2000000
1500000
1000000
64 6.46
500000 456
O I e e e o e e T L e o e e e LA H s s s — T T 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: BF090300.D
8|83
2500000
12.56
2000000 10.28
1500000
9.50
1000000 7.75
9.23
10.97
500000 13.
13.4
o - %9610,1 \3%3 11.22 11/.\53 12.792.983 43,27
S T e e Tt e T e =
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: BF090300.D
2500000
2000000
1500000
1000000
14.10 14.90
500000 14.67 15.13 15.93 17.11
1]1414 1 155336 : 16.5116.756.93 18.07
131391 N
O———T1 ——— ——— ——— ——— — ——— — 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:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 4

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

4._.56 21.97 ng 734905 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 260 (4.558 min): BF090300.D (-256) (-) m/z 43.10 100.00%
43
59
5000
101
420 440 460 480
nA 51 Al | 8|3 | 0
S ) R R SR AN AR RRARA RARRA RARAN AARAN LALA SALRS SRS RARRY m/z 59.10 67.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR L UL L
420 4.40 4.60 4.80
59 101 m/z 101.10 27.15%
0 27 35, 51 “ 67 83 91 |
mz> 10 20 30 40 50 60 70 80 90 100 110 130 130 140
Abundance
43
420 440 460 480
0
5000 101 m/z 58.10 17.22%
28 59
70 84
0 15 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R , .

59 420 440 460 4.80

m/z 41.10 8.89%

5000 41
68
1| 50 | 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknown6.23 Concentration Rank 1

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

6.23 104.73 ng 3503220 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 406 (6.227 min): BF090300.D (-404) (-) m/z 132.10 100.00%
132
5000 68
6 Trrr|rrrr|prrrr|yrrrr|rrr
40 ,_ 54 | 75 104 5.80 6.00 6.20 6.40 6.60
0 ..,....,....,...:,".'..?,::..??...' BNV -Y S Ml .S | N m/z 68.10 44_47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 LRI LA RS IR L
5.80 6.00 6.20 6.40 6.60
31 78 m/z 134.10 32.25%
38 ‘
0'W'”'P'”I”J“'h'P'”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

5.80 6.00 6.20 6.40 6.60
5000 m/z 66.05 27 .23%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R e AR
132 5.80 6.00 6.20 6.40 6.60
m/z 69.10 17.62%
97
5000
70
31 52
AR B e B i R o R R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Heptadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.43 2.83 ng 98589 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Hexacosane 366 C26H54 000630-01-3 86
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 86

Abundance Scan 774 (10.433 min): BF090300.D (-772) (-) m/z 57.10 100.00%

57
71

5000

10.20 10.40 10.60 10.80

0 m/z 71.10 79.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57
43 71
85
5000 LA L L L L L L L

10. 20 10. 40 10. 60 10. 80
29 99 m/z 43.10 57.08%

5 | | | 13127141155 169 183197011 240

o.”,”.w.”npﬂuﬂt.M.”.“.”,”...”..”...” R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 I e LA e ey
71 10.20 10.40 10.60 10.80
5000 85 m/z 85.10 49 .48%
29 99 113
o 127141155169 183197 211 225 239 254
B e o o L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83023: Hexadecane L
57 10.20 10.40 10.60 10.80
43 m/z 41.10 23.60%
71
5000 85
o ‘ L I 4 oy 113127141155169183197 226
R o B i o e R I e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 20 10. 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 6 Heptafluorobutyric acid, n-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.79 3.02 ng 95257 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94
3 Pentafluoropropionic acid. tride... 346 C1l6H27F502 959261-22-4 91
4 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 980 (12.788 min): BF090300.D (-977) (-) m/z 83.10 100.00%
57, 83
5000 111 j“_r,«dﬂv\,AJA\Vu\ﬁwxnf\vjﬂ
. 1240 1260 1750 1360 1520
o— vy s m/z 69.10 92.94%
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57 83
5000 AR SRR BRI UL B
11 1240 12.60 12.80 13.00 13.20
169 m/z 57.10 91.60%
196
oL L\‘IIIH, | ,\h 0 4 - S
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
12.40 12.60 12.80 13.00 13.20
5000 11 m/z 97.10 87 .50%
29
140 168 196 241 342
oy e e
m/z--> 50 100 150 200 250 300 350 '
Abundance #180910: Pentafluoropropionic acid, tridecyl ester I T i e e e e
43 12.40 12.60 12.80 13.00 13.20
69 m/z 55.10 86.01%
97
5000
’ 19
s | ‘ | [xlh [ 182909 227 328
m/z--> 50 100 150 200 250 300 350 ' 1240 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 8
R.T. EstConc Area Relative to ISTD R.T.
13.47 13.39 ng 422277 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 92
Abundance Scan 1040 (13.474 min): BF090300.D (-1037) (-) m/z 83.10 100.00%
57
200 T \‘_,A__//\‘_/‘/\—/\
SR AN SN SUNILN I
3 139 147 13.20 13.40 13.60 13.80
o 191208 m/z 57.10 91.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000 i SR UANLSR SN SUNRILN I
13.20 13.40 13.60 13.80
- m/z 97.10 90.48%
ol 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
13.20 13.40 13.60 13.80
5000 11 m/z 69.10 77.44%
29 139
o 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1 e
55 88 13.20 13.40 13.60 13.80
m/z 55.10 75.64%
29
ol 139 168 195 238 266
m/z--> 25&65%mmmmmmmmmnmm%mmmmmmo ﬁmﬁmm@n@
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Cyclododecane, ethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.40 3.86 ng 85764 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecane. ethvl- 196 C14H28 028981-49-9 92
2 Eicosane. 9-cvclohexvl- 364 C26H52 004443-61-2 83
3 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 76
4 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 68
5 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 62
Abundance Scan 1121 (14.399 min): BF090300.D (-1118) (-) m/z 57.10 100.00%
g7
83
5000
LRI B IR BURIL B
144,206 252 295 14.00 14.20 14.40 14.60 14.80
O m/z 83.10 66.77%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #58304: Cyclododecane, ethyl-
55
5000 UL BN SULILR
29 14.00 14.20 14.40 14.60 14.80
‘ 105 166 1% m/z 71.10 63.17%
o -H‘. \H\\\M\ ‘\ P
m/z--> 50 150 200 250 300 350 400 450 500
Abundance
57
83 LRI BASALAL IR BURIL B
14.00 14.20 14.40 14.60 14.80
5000 m/z 69.10 55.54%
111
. 139167 209 2512805 oo
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate R B
57 14.00 14.20 14.40 14.60 14.80
m/z 55.10 53.08%
97
5000
125
0 29 l | 169196222 250278 308336 381 532
m/z--> 5'0 100 1&'30 200 250 300 351;0 400 450 500 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Oxirane, heptadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.51 5.63 ng 124908 Perylene-d12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 90
4 1.13-Tetradecadiene 194 C14H26 021964-49-8 83
5 1,19-Eicosadiene 278 C20H38 014811-95-1 81

Abundance Scan 1131 (14.514 min): BF090300.D (-1129) (-) m/z 57.10 100.00%

57

-

5000
3 138 168 193 218 250269 291 313 14.20 14.40 14.60 14.80
0 s m/z 82.10 97.86%
miz--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-

?

14.20 14.40 14.60 14.80
110 m/z 43.10 78.98%

5000

. || 1152 166 101 206 204202
- I I I T T I T T T T T T T T T
m/z--> 50 l 150 200 250 300 350
Abundance
55 |82
R R M
14.20 14.40 14.60 14.80
5000 m/z 96.10 72.94%
29 109
. 137 166 194 222 250268
—— e e e
m/z--> 50 100 150 200 250 300 350
Abundance #117604: Octadecanal R R e R B
43 14.20 14.40 14.60 14.80
m/z 83.10 64 .86%
82
5000
oL ‘l ‘h | 4737 166 104 222 250268
e T TR B
m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Heneicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14 .67 14.04 ng 311750 Perylene-di12 14 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Nonadecane 268 C19H40 000629-92-5 86
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
Abundance Scan 1145 (14.674 min): BF090300.D (-1143) (-) m/z 57.10 100.00%
g7
85
5000
AR B SURBUL SURULE I
141 14.40 14.60 14.80 15.00
B — l| Lo~y 109 196 224 248268 203315335385 |y 7110 77.77%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L LI SR SURBLL L
1440 1460 14.80 15.00
- 13 m/z 85.10 57.14%
0 \‘ J ‘\ “\ It h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 50 100 1éo 200 250 300 350 '
Abundance
57
g5 14,40 14.60 14.80 15.00
5000 m/z 43.10 50.59%
113
L3 141 169 197 225 253 281 399 338 vA~HVJ\A,A%~Nﬁ\xJ\AM;\~\j\
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane B R
57 14.40 14.60 14.80 15.00
m/z 55.10 18.92%
- v /MM
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1éo 200 250 300 350 ' 1440 1460 14.80 15.00

8270-BF092016.-M Fri Sep 30 16:58:59 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 12 Oxirane, hexadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.13 12.70 ng 281954 Perylene-d12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Pentadecanal - 226 C15H300 002765-11-9 74
5 1,19-Eicosadiene 278 C20H38 014811-95-1 68
Abundance Scan 1185 (15.131 min): BF090300.D (-1182) (-) m/z 82.10 100.00%
5000 M
109 UL SRR BRI U
138 14.80 15.00 15.20 15.40
o | L7300 200226 262286309330 304 390 | % 57 10 99.34%
m/z--> 50 100 150 200 250 300 350
Abundance #117616: Oxirane, hexadecyl-
5000 R UL UM B I
109 14.80 15.00 15.20 15.40
m/z 96.10 72.97%
o \‘mhm1ﬁ7‘1ee 194 222 250
m/z--> 150 200 250 300 350 '
Abundance
43 82
14:80 15.00 15.20 15.40
5000 m/z 43.10 72 .91%
110
m/z--> " 50 100 150 200 250 300 350
Abundance #117607: Octadecanal R R mEEE
43 8 14.80 15.00 15.20 15.40
m/z 83.10 63 .54%
5000
109
‘ [ | 137 166 194 222 250
0..J.{.,‘.'. h:,.*.a.,..“..ﬁ....,....,...., e
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 14 Cyclopentadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.36 4.92 ng 109196 Perylene-d12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 93
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 91
3 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 90
4 n-Nonadecanol-1 284 C19H400 001454-84-8 90
5 1-Octadecanol 270 C18H380 000112-92-5 90
Abundance Scan 1205 (15.360 min): BF090300.D (-1203) (-) m/z 83.10 100.00%
83
5000 __/\_j\J\/J\v;_‘A
139 200264 324 15.00 15.20 15.40 15.60
fo) |'“"l“““'"“h"|....|....|....|....|... m/z 97.10 86.74%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #69584: Cyclopentadecane
55
5000 A SN B S B
15.00 15.20 15.40 15.60
m/z 69.10 77 .96%
210
Ll \\‘15,3 S
m/z--> 0 300 400 500 600 700 800
Abundance
55
|t 15.00 15.20 15.40 15.60
5000 m/z 57.10 73 .86%
322
o 153196238280 .b,ﬁ\“~}\#NMJ\\A\/\\A-J\.V\
m'z--> 0 100 200 300 400 500 600 700 800
Abundance #243611: Bacteriochlorophyll-c-stearyl R e EEaE L
83 15.00 15.20 15.40 15.60
m/z 55.10 66 .85%
5000
25
2 ‘ J 168 224
oLl 168 ™ 268 327 436482 554 822
m'z--> 0 100 200 300 400 500 600 700 800 15.00 15.20 15.40 15.60

8270-BF092016.-M Fri Sep 30 16:59:01 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.93 8.78 ng 194884 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Heptadecanal 254 C17H340 1000376-70-0 91
4 13-Octadecenal 266 C18H340 056554-90-6 90
5 12-Octadecenal 266 C18H340 056554-91-7 80
Abundance Scan 1255 (15.931 min): BF090300.D (-1252) (-) m/z 57.10 100.00%
R J\/\/LL\/\/\/
5000
T s 560 15,80 16000 1630
196 303 : : : :
o 165 218 248 277 321 353 375 585 10 90 420
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal
43 82
5000 U SRR SO SN B
15.60 15.80 16.00 16.20
109 m/z 43.10 70.55%
1| m |57 106 100 22 250
OIII‘I‘I\‘I | h h\ i‘:‘:i:‘lu“::i::::luuuuluuu
m/z--> 50 200 250 300 350
Abundance
55 |82
15,60 15.80 16.00 16.20
5000 m/z 96.10 66.38%
29 109
o 137 166 194 222 250
m/z--> éo 160 1%0 260 2%0 300 3%0
Abundance #105849: Heptadecanal R R mEEE
43 82 15.60 15.80 16.00 16.20
m/z 83.10 62.17%
- /J\JM
109
oL Ll B4, || 453715180 208 236
m/z--> 5'0 1(')0 1&1,0 2(')0 2&1;0 3(')0 3&1,0 15|60 15. 80 16 00 16|20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 _.gamma.-Sitosterol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.51 5.97 ng 132503 Perylene-d12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 62
2 _beta.-Sitosterol 414 C29H500 000083-46-5 46
3 N-(3-Chloro-4-fluoro-phenv)-2-(... 329 C14H10CI2FNOS 1000295-12-7 14
4 Glutaric acid monoamide. N-4-met... 339 C20H21NO4 339246-76-3 14
5 22,26-0xido-4,17-cholestadien-3.... 414 C27H4203 1000252-80-4 10
Abundance Scan 1306 (16.514 min): BF090300.D (-1303) (-) m/z 107.10 100.00%
43 107
81 145
213
5000 13 303 359 381 414
34255 549 353 LU AR SRR SRR
| 16.20 16.40 16.60 16.80
Ot m/z 43.10 98 .48%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81 107 NS U
145 o1s 203 414 16.20 16.40 16.60 16.80 '
‘ | s 255 ‘ 329 g m/z 145.10 80.07%
o) — \‘I 1 IM' i ‘1\“ ] ‘?“I“' ZIVIGI IH' : ‘l |3$‘|1 : .“ Imi .‘. .
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
16.20 16.40 16.60 16.80
5000 81 105 m/z 81.10 78.61%
18 145 . e 414
. 173 234255276 303 354 381
mz-> 0 50 100 150 200 250 300 350 400
Abundance #168112: N-(3-Chloro-4-fluoro-phenyl)-2-(4-chloro-phenylsu... L B B e e |
145 16.20 16.40 16.60 16.80
m/z 105.10 66 .91%
329
5000
108 184
45 75 L 217 % 287 |
0‘ e —— T —— —— — T
mz-> 0 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknownl6.75 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.75 6.29 ng 139574 Perylene-d12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 38
2 .beta.-Bisabolene 204 C15H24 000495-61-4 30
3 Phenobarbital 232 C12H12N203 000050-06-6 25
4 1S.2S.5R-1.4.4-Trimethvltricvclo... 204 C15H24 1000140-07-5 25
5 Farnesyl bromide 284 C15H25Br 006874-67-5 25
Abundance Scan 1327 (16.754 min): BF090300.D (-1324) (-) m/z 204.20 100.00%
204
5000
16.40 16.60 16.80 17.00
0 m/z 69.10 79.23%
m/z--> 50 100 150 200 250 300 350
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
a1 91 133
5000 9 161 ABARSARARSAARAE RAREE
69 16 40 16 60 16. 80 17.00
‘ m/z 135.10  76.34%
ol A
m/z--> 50 100 150 200 250 300 350
Abundance
41 69
% NN U BN I
16.40 16.60 16.80 17.00
5000 m/z 133.10 70.98%
119 161 204
o I . S ——
m/z--> 50 100 150 200 250 300 350
Abundance #87242: Phenobarbital R e R B
204 16.40 16.60 16.80 17.00
m/z 55.10 59.64%
5000
117
OIIZI\\HWHQQ\‘IJ\ HF\‘ \187 ‘.... e ——— R m i m m TS
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknownl16.93 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.93 6.24 ng 138495 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-1sopropenvl-4.5-dimethvibicvcl... 330 C21H300S 1000195-85-4 38
2 6.beta.Bicvclol4.3.01nonane. 5.b... 332 C15H251 1000195-85-9 35
3 .alpha.-Bromo-4-acetvlphenathrene 298 C16H11BrO 026698-37-3 15
4 1.1.4a.6-Tetramethvl-5-(phenvlth... 314 C21H30S 155191-62-1 14
5 9-Borabicyclo[3.3.1]nonane, 9-pi... 205 C13H24BN 022516-42-3 14
Abundance Scan 1342 (16.925 min): BF090300.D (-1339) (-) m/z 109.10 100.00%
5

:

5000
245

277 314345 381 424 L B o e BB
16.60 16.80 17.00 17.20

0! m/z 205.20 99.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #169477: 1-1sopropenyl-4,5-dimethylbicyclo[4.3.0]nonan-5-y...
5
149
5000 55 123 205 LA L L L L LB LB |
16.60 16.80 17.00 17.20
0
29 313 m/z 107.10 O5.77%
o DI
m/z--> 50 100 150 200 250 300 350 400
Abundance
109
41 A BEmma B R
81 149 16.60 16.80 17.00 17.20
5000 m/z 95.10 88.25%
205
175
o 235 276 332 H/V\vvxf“-~f\_fL/\\J»A\AA
T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #142546: .alpha.-Bromo-4-acetylphenathrene A BEmma B R
205 16.60 16.80 17.00 17.20
m/z 121.10 71.09%
5000 177
88 300
109 150
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : 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 19 Hop-22(29)-en-3.beta.-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.11 20.21 ng 448614 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 87
2 1.5-Cvclodecadiene. 1.5-dimethvl... 204 C15H24 015423-57-1 46
3 1-Naphthalenecarboxvlic acid. de... 316 C21H3202 001235-39-8 46
4 (-)-Isolonaifolol. methvl ether 236 C16H280 1000333-80-8 45
5 4-(2°, 47, 4"-trimethyl-yciclo[4... 204 C14H200 1000373-94-4 45
Abundance Scan 1358 (17.108 min): BF090300.D (-1355) (-) m/z 95.10 100.00%

:

50001 41

218 T T T T T T T
257 286 315 343365 393 426 16.80 17.00 17.20 17.40

0 m/z 81.10 81.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221200: Hop-22(29)-en-3.beta.-ol
189
95
55
5000 135 L L L L L B
162 16.80 17.00 17.20 17.40
m/z 189.20 79.86%
H || P8 297 344 378 411
oA L ,‘.UL. SNBSS W8 M ¥ AT
m/z--> 50 100 150 200 250 300 350 400
Abundance
121
41 93 LU DL LI L L LI BB |
16.80 17.00 17.20 17.40
5000 . m/z 93.10 78.15%
161 189
o B Wy
m/z--> 50 100 150 200 250 300 350 400
Abundance #158349: 1-Naphthalenecarboxylic acid, decahydro-1,4a-dime... R e R RR B

316 16.80 17.00 17.20 17.40
m/z 109.10 76.13%

5000

i

T I T
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090300.D

Aca On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample : H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Cyclohexene, 4-pentyl-1-(4-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.07 11.41 ng 253396 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 4-pentvl-1-(4-propv... 276 C20H36 108067-17-0 64
2 6.beta.Bicvclol4.3.01nonane. 5.b... 332 C15H25I 1000195-85-9 42
3 1-Formvl-2.2.6-trimethvl-3-cis-(... 220 C15H240 1000144-10-1 35
4 Caparratriene 206 C15H26 1000374-08-7 25
5 1,4-Methanoazulen-7(1H)-one, oct... 220 C15H240 018319-28-3 20
Abundance Scan 1442 (18.068 min): BF090300.D (-1439) (-) m/z 69.10 100.00%
5000
205
246 273 e RIUREE B A e
2 302321 341 17.80 18.00 18.20 18.40
o} m/z 95.10 81.47%
m/z--> 50 100 150 200 250 300 350
Abundance #124603: Cyclohexene, 4-pentyl-1-(4-propylcyclohexyl)-
41 81
5000 109 L S SULIRN UL I
151 17.80 18.00 18.20 18.40
5 276 m/z 109.10 75.91%
| \M\
oL ”‘. ‘“H .‘ ‘...‘.‘luu‘.. T
m/z--> 50 100 200 250 300 350
Abundance
109
41 H AL SURURN SN B
81 149 17.80 18.00 18.20 18.40
0
5000 205 m/z 81.10 74 ._.41%
o 63 131 17 235 276 332
m/z--> 50 100 150 200 250 300 350
Abundance #77607: 1-Formyl-2,2,6-trimethyl-3-cis-(3-methylout-2-enyl... R B LA M e e
69 17.80 18.00 18.20 18.40
m/z 125.10 73.79%
121
5000 o1
N 1 R T B
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092916\
Data File : BF090300.D

Acq On : 29 Sep 2016 20:11

Operator : UM/SJ

Sample - H5021-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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 .56 22.0 ng 734905 1 6.46 669007 20.0
unknown6.23 6.23 104.7 ng 3503220 1 6.46 669007 20.0
Heptadecane 10.43 2.8 ng 98589 4 10.97 697117 20.0
Heptafluorobutyri... 12.79 3.0 ng 95257 5 13.58 630713 20.0
Behenic alcohol 13.47 13.4 ng 422277 5 13.58 630713 20.0
Cyclododecane, et... 14.40 3.9 ng 85764 6 14.90 444037 20.0
Oxirane, heptadecyl- 14.51 5.6 ng 124908 6 14.90 444037 20.0
Heneicosane 14.67 14.0 ng 311750 6 14.90 444037 20.0
Oxirane, hexadecyl- 15.13 12.7 ng 281954 6 14.90 444037 20.0
Cyclopentadecane 15.36 4.9 ng 109196 6 14.90 444037 20.0
Octadecanal 15.93 8.8 ng 194884 6 14.90 444037 20.0
-.gamma.-Sitosterol 16.51 6.0 ng 132503 6 14.90 444037 20.0
unknownl16.75 16.75 6.3 ng 139574 6 14.90 444037 20.0
unknownl16.93 16.93 6-2 ng 138495 6 14.90 444037 20.0
Hop-22(29)-en-3.b... 17.11 20.2 ng 448614 6 14.90 444037 20.0
Cyclohexene, 4-pe... 18.07 11.4 ng 253396 6 14.90 444037 20.0
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