LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 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-BF063016.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 1.667 5 7 16 rvv 169518 295810 13.20% 1.087%
2 1.781 16 17 25 rvv 1230276 2122263 94.68% 7.795%
3 1.895 25 27 33 rvw 58270 106072 4.73% 0.390%
4 1.975 33 34 42 rVB 22517 42764 1.91% 0.157%
5 2.501 77 80 84 rvB 41107 61654 2.75% 0.226%
6 4.856 283 286 291 rBV 258320 457462 20.41% 1.680%
7 5.301 322 325 327 rBVY 1817458 2059907 91.89% 7 .566%
8 5.690 357 359 363 rBB 34957 34709 1.55% 0.127%
9 6.147 397 399 402 rVB 20462 26927 1.20% 0.099%
10 6.353 413 417 419 rBV 1728202 2043432 91.16% 7 .506%

11 6.467 424 427 429 rBV 1995938 1960759 87.47% 7.202%
12 6.696 445 447 449 rBvY 511421 452233 20.17% 1.661%
13 6.856 458 461 463 rBV 1658283 1765444 78.76% 6.485%
14 7.267 493 497 499 rBV 1238609 1444332 64.43% 5.305%
15 7.382 503 507 510 rVvB 25489 32667 1.46% 0.120%

16 7.736 535 538 540 rvB2 77211 89983 4.01% 0.331%
17 7.976 557 559 562 rBvV 522867 523172 23.34% 1.922%
18 9.062 651 654 656 rBV 2505916 2241613 100.00% 8.234%
19 9.450 686 688 691 rBvV 308727 382544 17.07% 1.405%
20 9.725 710 712 714 rBV 462863 508904 22.70% 1.869%

21 10.376 767 769 772 rBV2 22378 37890 1.69% 0.139%
22 10.513 778 781 784 rBV 1085206 1070772 47.77% 3.933%
23 10.571 784 786 788 rVB 74374 84539 3.77% 0.311%
24 10.651 791 793 797 rBV 25292 46538 2.08% 0.171%
25 11.096 830 832 833 rBV 29751 36470 1.63% 0.134%
26 11.199 840 841 845 rvv2 351669 458223 20.44% 1.683%
27 11.279 845 848 850 rvB2 37987 54948 2.45% 0.202%
28 11.439 860 862 866 rvB2 26070 34401 1.53% 0.126%
29 11.519 866 869 871 rBV 23584 25220 1.13% 0.093%
30 11.748 886 889 893 rvv 54044 96124 4._.29% 0.353%
31 11.816 893 895 899 rvB 19497 30638 1.37% 0.113%
32 12.319 935 939 945 rVB6 23453 63411 2.83% 0.233%

33 12.411 945 947 949 rBV 283593 256307 11.43% 0.941%
34 12.628 964 966 968 rBV 117568 177544 7.92% 0.652%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 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-BF063016.-M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.685 968 971 974 rVB3 14767 30238 1.35% 0.111%
36 12.788 978 980 983 rVB 1346918 1339792 59.77% 4.921%
37 12.959 992 995 998 rBvV 16342 35158 1.57% 0.129%
38 13.028 998 1001 1003 rBV3 22489 43501 1.94% 0.160%
39 13.062 1003 1004 1006 rBV 26980 33712 1.50% 0.124%
40 13.268 1018 1022 1023 rBV3 12484 25312 1.13% 0.093%
41 13.497 1040 1042 1044 rVB2 22007 32024 1.43% 0.118%
42 13.577 1047 1049 1051 rBV 29313 51304 2.29% 0.188%

43 13.691 1057 1059 1063 rVB2 120852 166559 7.43% 0.612%
44 13.828 1068 1071 1077 rBV2 630546 839480 37.45% 3.084%

45 13.931 1078 1080 1082 rBV3 18948 33223 1.48% 0.122%
46 14.022 1086 1088 1092 rBV4 20627 42468 1.89% 0.156%
47 14.137 1096 1098 1100 rBVZ2 23665 26985 1.20% 0.099%
48 14.217 1103 1105 1106 rBV 26548 26975 1.20% 0.099%

49 14.331 1112 1115 1120 rBV2 166389 293177 13.08% 1.077%
50 14.480 1126 1128 1130 rBV 1676322 1509358 67.33% 5.544%

51 14.640 1138 1142 1144 rBV2 31741 77664 3.46% 0.285%
52 14.685 1144 1146 1148 rVB 36086 40491 1.81% 0.149%
53 14.742 1149 1151 1153 rVB 274773 255873 11.41% 0.940%
54 14.822 1156 1158 1162 rBV 117464 215911 9.63% 0.793%
55 14.937 1164 1168 1172 rBV 480108 759755 33.89% 2.791%

56 15.085 1180 1181 1184 rVB 55097 79099 3.53% 0.291%
57 15.142 1184 1186 1189 rVB 75390 91522 4.08% 0.336%
58 15.200 1189 1191 1194 rBV 243147 334803 14.94% 1.230%
59 15.428 1208 1211 1213 rBV 94844 128106 5.71% 0.471%
60 15.634 1226 1229 1231 rBV 255513 375125 16.73% 1.378%

61 15.680 1231 1233 1237 rVB2 81538 128944 5.75% 0.474%
62 16.331 1287 1290 1298 rVB4 73702 176664 7.88% 0.649%

63 16.480 1301 1303 1310 rVv2 38138 93825 4._.19% 0.345%
64 16.594 1310 1313 1315 rVV 48863 92973 4._.15% 0.342%
65 16.651 1315 1318 1323 rVB5 24527 80326 3.58% 0.295%

66 16.868 1334 1337 1345 rVB2 39120 107419 4._.79% 0.395%
67 17.005 1345 1349 1352 rBV2 61650 149398 6.66% 0.549%
68 17.280 1371 1373 1377 rBvV4 13851 33698 1.50% 0.124%
69 17.566 1395 1398 1405 rVB5 31241 93259 4.16% 0.343%
70 17.897 1423 1427 1433 rVB5 37908 117984 5.26% 0.433%

71 18.137 1445 1448 1454 rVB5 14581 42078 1.88% 0.155%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial =: 20 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-BF063016.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 18.297 1459 1462 1467 rVB4 16032 42647 1.90% 0.157%
73 18.789 1503 1505 1514 rVB5 14973 51825 2.31% 0.190%

Sum of corrected areas: 27224331
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF071316\

- BF088975.D

- 13 Jul 2016 23:36

- UM/SJ

- H3946-07

- 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance :
undance TIC: BF088975.D
2000000 20 6.47
6.35 6.86
1500000
1.78 297
1000000
500000 6.70
1.67 4.86
O-L ) 2.50 5.69 6.15 7.38
——t L N
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 :
undance o TIC: BF088975.D
2000000
1500000 1279
10.51
1000000
7.98
500000 9.72 11.20
9.45 : 12.41
7.74 7 12.63 1315
ol 1034P0%65  11.101.281a42157%2 12 60 128313.27
At A e e 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 :
undance TIC: BF088975.D
2000000
14.48
1500000
1000000
13.83 14.94
500000 1520  15.63
1038 1868516.87.01 17.08 1757 17.9018. 18,30 18.79
L B B ———————— 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\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 3 Propane, 1,1-dimethoxy- Concentration Rank 19

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

1.90 4.69 ng 106072 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 56
2 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 12
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
4 1.3-Dioxolane. 2-(l-methvlethvI)- 116 C6H1202 000822-83-3 9
5 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro2 005267-73-2 8

Abundance Scan 27 (1.895 min): BF088975.D (-25) (-) m/z 75.10 100.00%
75
5000 45
39 57 180 200 220
ol m/z 73.10 71.69%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 L L IR L
1.80 2.00 2.20
m/z 45.10 36.23%
o ...,....,....,...??....,..?T,...??....,..??,....}P?”,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
—— R —————
1.80 2.00 2.20
5000 .5 m/z 41.05 24 _48%
15
28 ., 58
S L U SR SR UL UL S IULIL S
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4436: Pentane, 3-methoxy- e B e
73 1.80 2.00 2.20
m/z 47.00 9.61%
5000
45
29
o N 3‘9“\ P 67 101
LI SU LI SURL L S SURELEM SURELIL SUREUI SRS SRR SURELIL S B U N AL N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4._86 20.23 ng 457462 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Acetone 58 C3H60 000067-64-1 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 286 (4.856 min): BF088975.D (-283) (-) m/z 43.10 100.00%
43
59
5000
101 R 5 G
51| 83 4.60 4.80 5.00 5.20
AP S v m/z 59.10 63.69%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 HRE U S IR
4.60 4.80 5.00 5.20
59 m/z 101.10 24.72%
7 “ g3 o 101
0"'v"w"“l'”wﬂﬁ?ﬁw‘“?}“'|“§?v"w“'“?}“*”“"v'“|'“'|“"v"w
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 5.20
5000 M m/z 58.10 15.81%
68
0 50 126 142
B L RN AR LAY RRARS RERRA RARRE RARRN AR RS LA LAY LA LAY AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone LIS L L
43 4.60 4.80 5.00 5.20
m/z 41.10 9.69%
5000
15
58
0 2 A 2\\? 1 ‘ /\
RS SN AR RN NLARS RRARE SN ARREE R NARRA RS LARASERRAS LRSS UARS RRRRY HR U S IR L
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 unknown6.47 Concentration Rank 2

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

6.47 86.71 ng 1960760 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 427 (6.467 min): BF088975.D (-424) (-) m/z 132.00 100.00%
5000 68
40 ‘ 75 % " 620 640 6.60 6.80
54 ¢ 104 . . . .
M A ,.2!..|,....,..5.‘?,....,....,.1.1.5.,...., - m/z 68.10 45.77%
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 RS R A A
6.20 6.40 6.60 6.80
78 m/z 134.00 32.79%
31 35 ,, 5t
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 620 640 6.60 6.80
5000 m/z 66.10 29.93%
33 44 g7 105
51 60 70 78 g 115
ot e e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- e  EAR
132 6.20 6.40 6.60 6.80
m/z 69.10 19.30%
104
5000
ot i 115
39 65 ‘ 91
0"“l??“b*“'lw??ww'w'“”\'“'N“"w'tw'jml'“' h"" R RS R A A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 7 1-Decanol, 2-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.33 6.98 ng 293177 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 87
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 83
4 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 83
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 81
Abundance Scan 1115 (14.331 min): BF088975.D (-1112) (-) m/z 57.10 100.00%
57
83
5000
24 LN B IR
139 167 195216 14.00 14.20 14.40 14.60
0 m/z 43.10 78.09%
m/z--> 50 100 150 200 250 300 350
Abundance #95994: 1-Decanol, 2-hexyl-
57
5000 83 R SR SULRA B RN
111 14.00 14.20 14.40 14.60
m/z 55.10 68.91%
139
oLb— |3| |“' hl\ M‘:“Hl lh Iw‘hl “l‘ |‘ Il6|8l ]I-9I6I2I24I- —
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 14.00 14.20 14.40 14.60
5000 m/z 83.10 67.35%
29 111
. 139 168 196 227 o
m/z--> 50 100 150 200 250 300 350
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester e e e A AR
57 14.00 14.20 14.40 14.60
m/z 71.10 64 .34%
5000
o J 'y ‘ s 13 196 224 269
m/z--> 50 1(')0 150 200 250 300 350 14100 14.20 14.40 1460
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 8 1,7-Dimethyl-4-(1-methyleth... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.64 4.64 ng 77664 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.7-Dimethvl-4-(1-methvlethvl)cv... 210 C15H30 000645-10-3 58
2 Triallvimethvlsilane 166 C10H18Si 001112-91-0 49
3 Sulfurous acid. cvclohexvimethvl... 402 C23H4603S 1000309-22-4 43
4 Hexatriacontvl trifluoroacetate 619 C38H73F302 1000351-88-6 30
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 25
Abundance Scan 1142 (14.640 min): BF088975.D (-1138) (-) m/z 97.10 100.00%

5000

34

14.40 14.60 14.80 15.00

0 m/z 83.10 82.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69594: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55 69
97
41 33
111
5000 LA L L LB L B B
14.40 14.60 14.80 15.00
) 167 m/z 57.10 78.91%
125
1 O ™ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
97
T T T
83 14.40 14.60 14.80 15.00
5000 m/z 69.10 66.02%
43 125
59
o 12 151166
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #212990: Sulfurous acid, cyclohexylmethyl hexadecy! ester e IR mm s
97 14.40 14.60 14.80 15.00
m/z 111.10 58.77%
5000 55
4
ol 7 ‘ MT ‘M |, 111 127141155 225
'“'v'“ H A e T e e e e T T R e N ERE S a
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 9 Hexadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.74 15.29 ng 255873 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanal 240 C16H320 000629-80-1 93
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
5 17-Octadecenal 266 C18H340 056554-86-0 87

Abundance Scan 1151 (14.742 min): BF088975.D (-1149) (-) m/z 57.10 100.00%

43 97 82

96
5000

8

14.40 14.60 14.80 15.00
m/z 82.10 89.62%

o 138152 168183199 22439254268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94312: Hexadecanal
3 57 82

5

5000

14.40 14 60 14. 80 15.00

29
m/z 43.10 83.47%

124138152166180 196 202 240

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
96 L A DA N
57 14.40 14.60 14.80 15.00
5000| g m/z 55.10 66.18%

110 24138

o 152166180194208222236250264 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal e e
14.40 14.60 14.80 15.00
m/z 96.10 59.83%

8

5000
29

124
138152166180194208222 250 Hpg

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14 60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 10 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.94 45.39 ng 759755 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 1168 (14.937 min): BF088975.D (-1164) (-) m/z 57.10 100.00%
57
5000 111 J I (\
LN U BN
3 14.60 14.80 15.00 15.20
o 108 196 224 252 281 m/z 83.10 93.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 1 N U BN
14.60 14.80 15.00 15.20
m/z 97.10 86.56%
29
ok il 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
14,60 14.80 15.00 1520
5000 111 m/z 43.10 85.21%
29
o 139 167 106 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol R A
5 83 14.60 14.80 15.00 15.20
m/z 55.10 81.90%
5000 ”
29
bl ‘ 167 196 224 252 280 308
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 14.I60 14.|8O 15.'00 15.I 20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 12 Oxirane, heptadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

15.43 7.65 ng 128106 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 1.19-Eicosadiene 278 C20H38 014811-95-1 81
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 81

Abundance Scan 1211 (15.428 min): BF088975.D (-1208) (-) m/z 57.10 100.00%

2

5000

.

15.20 15.40 15.60 15.80
m/z 43.10 91.47%

253 275

9154 180194 514 227

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-

g .

5000

15.20 15.40 15.60 15.80
m/z 82.10 91.47%

152166 194208222236 264 282

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82
R e
43 o7 97 15.20 15.40 15.60 15.80
5000 m/z 55.10 66.21%
111
29 125

o 152166180 197211225 250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #117604: Octadecanal B e O BLE
15.20 15.40 15.60 15.80

m/z 96.10 65.15%

:

5000

? .

137152166 250 268

194208222
R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 13 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.63 22.41 ng 375125 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 90
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 1229 (15.634 min): BF088975.D (-1226) (-) m/z 57.10 100.00%
57
85
>0 NJ\LAM
I ML B UL B
141 15.40 15.60 15.80 16.00
oL lhl l| Ly 109 197 225247264285 | w7z 71.10  74.55%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LR B UL S B
mmmmmmmm
m/z 43.10 59.62%
29 113
0 \‘ ‘L h H\ ‘hw h‘ u‘ { 141 169 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance
57
a5 " 1540 1560 15.80 16.00
5000 m/z 85.10 54 _.81%
225
113
Ot PO
m/z--> 50 100 150 200 250 300 350
Abundance #38349: Decane, 3,8—dimethy|— LI L L L N
57 15.40 15.60 15.80 16.00
m/z 55.10 23.76%
T /\/\/\\,\_J\/\/\/\AI\/
5000
113 141
ob— .i,.u.w I .
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 14 Behenic alcohol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.68 7.70 ng 128944 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 86
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 52
4 1-Octadecanol. methyl ether 284 C19H400 1000333-92-7 49
5 1-Heneicosanol 312 C21H440 015594-90-8 46
Abundance Scan 1233 (15.680 min): BF088975.D (-1231) (-) m/z 83.10 100.00%
55
5000 n ML
5 30 154 176 206 232 264979 ' 15.40 15.60 15.80 16.00
(o} m/z 97.10 97 .75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55
5000 L B B UL BULLE
mmmmmmmm
m/z 55.10 93.07%
29 139 oo
0...“.hwh.ﬂ\ 182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
' 15.40 15.60 15.80 16.00
5000 111 m/z 69.10 82.99%
29
0 126 154 1gp 210 238 266 \’”‘\AAVAAJAAV\W\VA~Wﬁ,V
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105686: 13-Tetradecen-1-ol acetate B A RRREE R
43 15.40 15.60 15.80 16.00
83 m/z 43.10 58.01%
5000
6
o h 139 167 194210 237254
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300 1520 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 15 Bicyclo[10.8.0]eicosane, cis- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.33 10.55 ng 176664 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 90
2 Octadecanal 268 C18H360 000638-66-4 81
3 1.19-Eicosadiene 278 C20H38 014811-95-1 74
4 Heptadecanal 254 C17H340 1000376-70-0 72
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 70
Abundance Scan 1290 (16.331 min): BF088975.D (-1287) (-) m/z 57.10 100.00%
82

:

5000

16.00 16.20 16.40 16.60
m/z 82.10 86.86%

157171 192508 ogq 250
04

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

Abundance #126196: Bicyclo[10.8.0]eicosane, cis-

41 55

82 g¢

5

5000

16.00 16.20 16.40 16.60
m/z 43.10 70.31%

10124
1381521661801942082222362°0

04

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

43 57 82
96 AU AR DN
16.00 16.20 16.40 16.60
5000 m/z 96.10 66.43%
29

110
24
138152166180194208222 250 g

|3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene B S O
55 16.00 16.20 16.40 16.60
82 m/z 83.10 55.87%
40
5000
10104
o 27 J 138152166180194208222236250 278
T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60

8270-BF063016-M Thu Jul 14 13:23:19 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 16 Octacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.59 5.55 ng 92973 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Hexatriacontane 507 C36H74 000630-06-8 86
3 2-methvltetracosane 352 C25H52 1000376-72-6 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 1313 (16.594 min): BF088975.D (-1310) (-) m/z 57.10 100.00%

5000

-

16.20 16.40 16.60 16.80 17.00
m/z 71.10 72.25%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane

-

5000 LI e e

I I I I I
85 16.20 16.40 16.60 16.80 17.00
- m/z 43.10 58.84%
o ‘h‘kMH}3141169197225253281309337365394
— e B
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
M,
16.20 16.40 16.60 16.80 17.00
5000 o m/z 85.10 58.02%
29
o 113141169197 225253281300337 379 421449477 506 M/M/\wvw/\/\/\%AVN—
N B s A L A LB A B S m il
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185534: 2-methyltetracosane B Ra e
57 16.20 16.40 16.60 16.80 17.00
m/z 99.10 20.26%
5000 85
29 113
o LA 141169197 295053 309337
e N e
miz-> 0 50 100 150 200 250 300 350 400 450 500 16.20 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 17 unknownl6.65 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.65 4.80 ng 80326 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 22
2 2-Aziridinone. 1-tert-butvl-3-(1... 209 C13H23NO 024161-49-7 11
3 Cvclohexanone. 3-ethvl- 126 C8H140 022461-89-8 11
4 Cvclohexane. 1.1"-tetradecvliden... 362 C26H50 055334-08-2 10
5 Dodecane, 1-cyclopentyl-4-(3-cyc... 348 C25H48 007225-68-5 10
Abundance Scan 1318 (16.651 min): BF088975.D (-1315) (-) m/z 83.10 100.00%

278

F

123 143 473

5000 a1 229 204
h || 16.40 16.60 16.80 17.00
O prrrr i m/z 81.10 93.83%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126196: Bicyclo[10.8.0]eicosane, cis-
41 55
82 gg
5000 278 LA B B L LB L B B

16.40 16.60 16.80 17.00
m/z 55.10 85.87%

10124
1381521661801942082222362°0

04
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 ”“MJA‘\NA~/\/\WM\,J\//\KNV
Abundance
55
97 IIIIIIIIIIIIIIIIIIIIIII
16.40 16.60 16.80 17.00
5000 m/z 69.10 81.39%
I MJL/JM
69 126
o 83 | 112 152166181 209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11359: Cyclohexanone, 3-ethyl- A RRREs EEa S
a1 83 16.40 16.60 16.80 17.00
97 m/z 97.10 77 .69%
5000 55
126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 40 16 60 16 80 17. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 18 unknownl17.01 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.01 8.92 ng 149398 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 43

2 Clionasterol acetate 456 C31H5202 004651-54-1 32
3 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0O 055103-80-5 27
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 22
5 Androst-5-ene,l-acetoxy-16,17-di... 386 C25H3803 294866-91-4 12
Abundance Scan 1349 (17.005 min): BF088975.D (-1345) (-) m/z 43.10 100.00%
a3
5000 81 213
173 255 303
3 5 829 381 414 LA L e
| Fh | N | 16.60 16.80 17.00 17.20 17.40
oL, N P N I B A m/z 105.10  63.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43
5000 BN L L L L L L B
81 368 16.60 16.80 17.00 17.20 17.40
‘ 107 45 329 s m/z 55.10 62.66%
ot L g ronoeie 247 275 o "7 e
m/z--> 50 100 150 200 250 300 350 400
Abundance
4 396
e
16.60 16.80 17.00 17.20 17.40
5000 m/z 57.10 54.88%
8 105 147
213 255 296
o 125 185 “Tp34 275 340 367
P e T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- A
M 107 394 16.60 16.80 17.00 17.20 17.40
81 145 283 m/z 107.10 54.68%
309 361
= i \U“/\\f\“vwﬁvj\“\\ﬁ“\/qJL/A\A
173 255 37
o 53
I~ IIII IIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20 17.40

8270-BF063016-M Thu Jul 14 13:23:22
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 1,19-Eicosadiene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.57 5.57 ng 93259 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 64
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 49
3 E-11(13-MethvI)tetradecen-1-ol a... 268 C17H3202 1000130-80-4 43
4 Oxalic acid. cvclobutvl hexadecv... 368 C22H4004 1000309-70-6 27
5 N-Ethoxy-2-carbomenthyloxyaziridine 269 C15H27NO3 060999-68-0 22
Abundance Scan 1398 (17.566 min): BF088975.D (-1395) (-) m/z 57.10 100.00%

7

é

5000

17.20 17.40 17.60 17.80
m/z 82.05  77.39%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene

-

5000 LA L L L L L L L L L
17.20 17.40 17.60 17.80
7 m/z 43.10 73 .68%
o 2 111125 151165180104208222236250 278
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
9% AN
57 17.20 17.40 17.60 17.80
5000 g m/z 83.10 65.73%

110
24138
152166180194208222236250264 282

dr

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117503: E-11(13-Methyl)tetradecen-1-ol acetate R BEEmm R B
82 17.20 17.40 17.60 17.80
43 m/z 55.10 62.86%
96
5000
6
4 208

o 138152166180194 | 225239253268 e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17I20 17. 40 17. 60 17I80 I
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088975.D

Aca On 13 Jul 2016 23:36

Operator : UM/SJ

Sample = H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 20 unknownl17.90 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.90 7.05 ng 117984 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 41
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 41
3 Hexanethioic acid. (2-hexanethio... 288 C14H28N2S2 1000193-53-9 25

4 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 25
5 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 22

Abundance Scan 1427 (17.897 min): BF088975.D (-1423) (-) m/z 124.10 100.00%
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Abundance #134189: Hexanethioic acid, (2-hexanethioylaminoethyl)-amide L e o N
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071316\
Data File : BF088975.D

Acq On 13 Jul 2016 23:36

Operator : UM/SJ

Sample - H3946-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
Propane, 1,1-dime... 1.90 4.7 ng 106072 1 6.70 452233 20.0
2-Pentanone, 4-hy... 4._.86 20.2 ng 457462 1 6.70 452233 20.0
unknown6 .47 6.47 86.7 ng 1960760 1 6.70 452233 20.0
1-Decanol, 2-hexyl- 14.33 7.0 ng 293177 5 13.83 839480 20.0
1,7-Dimethyl-4-(1... 14.64 4.6 ng 77664 6 15.20 334803 20.0
Hexadecanal 14.74 15.3 ng 255873 6 15.20 334803 20.0
n-Tetracosanol-1 14.94 45_.4 ng 759755 6 15.20 334803 20.0
Oxirane, heptadecyl- 15.43 7.7 ng 128106 6 15.20 334803 20.0
Heneicosane 15.63 22.4 ng 375125 6 15.20 334803 20.0
Behenic alcohol 15.68 7.7 ng 128944 6 15.20 334803 20.0
Bicyclo[10.8.0]ei... 16.33 10.6 ng 176664 6 15.20 334803 20.0
Octacosane 16.59 5.5 ng 92973 6 15.20 334803 20.0
unknownl16 .65 16.65 4.8 ng 80326 6 15.20 334803 20.0
unknownl17.01 17.01 8.9 ng 149398 6 15.20 334803 20.0
1,19-Eicosadiene 17.57 5.6 ng 93259 6 15.20 334803 20.0
unknownl17.90 17.90 7.0 ng 117984 6 15.20 334803 20.0
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