LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 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-BF072716.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 1.655 4 6 36 rvB 470397 1125457 100.00% 10.023%
2 4_.570 258 261 270 rBV 190517 303201 26.94% 2.700%
3 5.050 301 303 322 rBV 863796 1004191 89.23% 8.943%
4 6.147 396 399 406 rBV 902173 1065726 94.69% 9.491%
5 6.250 406 408 410 rBV 1076661 1080131 95.97% 9.619%
6 6.479 426 428 439 rVB 194826 199210 17.70% 1.774%
7 6.639 439 442 444 rBV 553103 791992 70.37% 7.053%
8 7.050 476 478 489 rBV 482136 588023 52.25% 5.237%
9 7.759 539 540 543 rBV 160187 230785 20.51% 2.055%
10 8.845 633 635 637 rBY 1198384 1055746 93.81% 9.402%

11 9.245 668 670 672 rBV 154468 124942 11.10% 1.113%
12 9.508 691 693 695 rBvV 269466 238046 21.15% 2.120%

13 9.965 729 733 734 rBV 17018 16301 1.45% 0.145%
14 10.296 760 762 764 rBV 454335 531403 47.22% 4.732%
15 10.433 771 774 778 rBV 19975 23772 2.11% 0.212%
16 10.982 819 822 824 rBV 151105 209889 18.65% 1.869%
17 11.542 869 871 876 rBvV 19463 27732 2.46% 0.247%
18 12.182 925 927 930 rBB 18287 19231 1.71% 0.171%
19 12.399 944 946 949 rVB 21582 26446 2.35% 0.236%
20 12.559 958 960 963 rBvV 899733 842307 74.84% 7.501%
21 13.474 1037 1040 1044 rBV 62730 80880 7.19% 0.720%
22 13.599 1048 1051 1053 rBV 220877 261448 23.23% 2.328%
23 14.102 1088 1095 1101 rBV 50020 74629 6.63% 0.665%
24 14.388 1117 1120 1123 rBV 9070 15955 1.42% 0.142%
25 14.457 1123 1126 1127 rVB2 9551 12037 1.07% 0.107%
26 14.514 1129 1131 1134 rVB 36663 31742 2.82% 0.283%
27 14.582 1135 1137 1142 rBV 11668 22268 1.98% 0.198%
28 14.674 1142 1145 1149 rBV 146600 187650 16.67% 1.671%
29 14.822 1155 1158 1160 rBV2 8970 12996 1.15% 0.116%
30 14.879 1160 1163 1165 rVB2 9495 13103 1.16% 0.117%
31 14.925 1165 1167 1170 rBV 208718 232023 20.62% 2.066%
32 14.971 1170 1171 1178 rVB2 12743 22770 2.02% 0.203%
33 15.131 1182 1185 1191 rBV 39047 57655 5.12% 0.513%

34 15.314 1198 1201 1203 rBV 114702 151728 13.48% 1.351%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 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-BF072716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.348 1203 1204 1207 rVVv2 22891 39501 3.51% 0.352%
36 15.405 1207 1209 1211 rVVv2 11941 19776 1.76% 0.176%
37 15.497 1214 1217 1221 rVB2 17644 36691 3.26% 0.327%
38 15.920 1251 1254 1259 rBV 68482 112440 9.99% 1.001%
39 16.148 1271 1274 1277 rBV 17183 31412 2.79% 0.280%
40 16.228 1278 1281 1284 rVV2 10432 24247 2.15% 0.216%
41 16.297 1284 1287 1292 rVB2 8465 20368 1.81% 0.181%
42 16.422 1295 1298 1301 rVB3 8094 17629 1.57% 0.157%
43 16.514 1302 1306 1314 rBV2 26384 71217 6.33% 0.634%
44 16.925 1339 1342 1345 rVB3 11404 23508 2.09% 0.209%
45 17.005 1345 1349 1355 rVB 35814 82261 7.31% 0.733%
46 17.108 1355 1358 1361 rBV3 5161 14099 1.25% 0.126%
47 17.223 1366 1368 1371 rVV3 5516 13706 1.22% 0.122%
48 17.291 1371 1374 1379 rVB2 15640 40914 3.64% 0.364%

Sum of corrected areas: 11229184
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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:\HPCHEM1I\BNA F\DATA\BF080116\

BF089536.D

2 Aug 2016  3:55

UM/SsJ

H4288-13

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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:
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Time-->
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800000
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400000

.60

L

200000

TIC: BF089536.D

14.93
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13, 15.92
144485814, - LBEEIS0 loge3el5.  164Pl1a220

14.10
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Time-->
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8270-BF072716.

M Tue Aug 02 17:28:21 2016 Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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_.57 30.44 ng 303201 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 261 (4.570 min): BF089536.D (-258) (-) m/z 43.05 100.00%
43
59
5000
101 T e
420 440 460 480 500
83
o..,....,....','::..??.4'.',....,....,.-...,...:,....,....,....,....,...., m/z 59.10 62.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR RS RN U
420 4.40 4.60 4.80 5.00
m/z 101.10 23.17%
31 83 g3 101
O RRRAARAA RN Raa0s Rasts RERRA RARAREaSR E00N LARM NARRS A AR RARSY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 4.40 4.60 4.80 5.00
5000 m/z 58.10 15.54%
41
ol 50 73 86
mmﬁwwmwwwwmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester TR .
59 420 440 460 480 500
m/z 41.10 10.16%
5000 41
68
0 I 126 12
mz-> % 30 40 s'o e'o 7o 80 % 100 10 130 130 140 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknown6.25 Concentration Rank 2

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

6.25 108.44 ng 1080130 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 408 (6.250 min): BF089536.D (-406) (-) m/z 132.00 100.00%
5000 68
40 % J 600 620 6.40 6.60
54 : : : :
o Qe |wsus ) m/z 68.10 41.05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
2 51 78 m/z 134.00 32.87%
0 ‘ L1 H (1 L 1
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 600 620 6.40 6.60
5000 gg 116 m/z 66.05 26.23%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 6.00 6.20 6.40 6.60
m/z 69.10 16.53%
5000 67
41 97
53
‘ o ‘ 117
ol bl ie8 a0 |
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Sulfurous acid, hexyl penty... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.43 2.27 ng 23772 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. hexvl pentvl ester 236 C11H2403S 1000309-14-1 80
2 Hexadecane 226 C16H34 000544-76-3 78
3 Tetradecane 198 C14H30 000629-59-4 78
4 3-Ethvl-3-methvlheptane 142 C10H22 017302-01-1 64
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 64
Abundance Scan 774 (10.433 min): BF089536.D (-771) (-) m/z 57.10 100.00%
57
43 1
85
5000
| | 9|9 113 10.20 10.40 10.60 10.80
ol et A A e e e W/Z 71.10 73.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90252: Sulfurous acid, hexyl pentyl ester
43 71 85
5000
10.20 10.40 10.60 10.80
- m/z 43.10 70.39%
o ‘ w\ M\ |97 111128 137 153 167
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
43 57
71 10.20 10.40 10.60 10.80
5000 o m/z 85.10 52.71%
29
o 99 113 127 141 155 169 183 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57 10.20 10.40 10.60 10.80
43 m/z 41.10 37 .53%
71
5000 85
29
oL 15 J ‘ il 99 113 127 141 155 169 198
m/z--> 20 Jo éo 8b 160 150 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 6 Undecanoic acid Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.54 2.64 ng 27732 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 Dodecanoic acid 200 C12H2402 000143-07-7 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 _alpha.-d-6.3-Furanose. methvl-.... 192 C7H1206 1000149-62-6 38
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 38

Abundance Scan 871 (11.542 min): BF089536.D (-869) (-) m/z 73.00 100.00%
7B
3
5000 129
115 213 T TT T T[T T I T T TTT TT T 1711
‘J h“ h 157 185 11.20 11.40 11.60 11.80
o} il ,..”,..”,...w S B I i S S m/z 43.10 83.29%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #50053: Undecanoic acid
60 73
43
5000 29
11.20 11.40 11.60 11.80
129 143 m/z 60.00 76.23%
| Ly ms ] P,
0 I l‘. ‘i‘l“.‘.”l““.“l‘. M : .Hl‘. _ . I l“. e "I |1|6|9| I .‘. A RRREE!
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
73
€0 R UUNIULA B BN SUNIE I
11.20 11.40 11.60 11.80
5000 43 129 m/z 57.10 68.66%
1s 157
101
. 143 171183 200
RPN SRR UL AL BRI UARLL UUL BN
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #39470: n-Decanoic acid
60 73 11.20 11.40 11.60 11.80
m/z 55.10 67.75%
41
5000 - 129
87
115 172
ok, i 1 W~ GSNNY  1 | NA 1 NN
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Trifluoroacetoxy hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.47 6.19 ng 80880 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 1-Hexadecanol 242 C16H340 036653-82-4 90
3 n-Heptadecanol-1 256 C17H360 001454-85-9 90
4 1-Hexacosanol 382 C26H540 000506-52-5 90
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 90
Abundance Scan 1040 (13.474 min): BF089536.D (-1037) (-) m/z 57.10 100.00%
a7
41
5000 111
140 13.20 13.40 13.60 13.80
Orrrprerrb—iy m/z 83.10 94 .66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97
5000
13.20 13.40 13.60 13.80
125 m/z 55.10 90.52%
ol15 Ll 154 180196 224 257 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
83 SR AN SN SUNILN I
13.20 13.40 13.60 13.80
5000 m/z 97.10 85.77%
31 111
14 139 168 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107662: n-Heptadecanol-1
5 83

13.20 13.40 13.60 13.80
m/z 43.10 84.84%

5000

139 168 194210 238
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 8 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.10 5.71 ng 74629 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 64
2 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 62
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 55
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 55
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 50
Abundance Scan 1095 (14.102 min): BF089536.D (-1088) (-) m/z 57.10 100.00%
57
13.80 14.00 14.20 14.40
OI””I'”I“'W”"“'W“'W”'W'“W'“W'”W'“"”'P”'P”'I m/z 43.10 74.57%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #94346: Heptadecane
57
5000 S S I B UL
13.80 14.00 14.20 14.40
99 m/z 71.10 73.26%
0l15. 141183 240
mz-> 0 56 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
97 13.80 14.00 14.20 14.40
5000 m/z 85.10 52.94%
139
ol 20 181 225 281 341376415 460 532 577 678
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #227401: Heptadecy! heptafluorobutyrate
57 13.80 14.00 14.20 14.40
m/z 55.10 50.10%
97
5000
oL, 1?9 ‘238 283
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 1380 14.00 14.20 14.40

8270-BF072716.M Tue Aug 02 17:28:26 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 1,19-Eicosadiene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .51 2.74 ng 31742 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 80
2 Pentadecanal- 226 C15H300 002765-11-9 64
3 Hexadecanal 240 C16H320 000629-80-1 58
4 Tetradecanal 212 C14H280 000124-25-4 58
5 17-Pentatriacontene 491 C35H70 006971-40-0 43

Abundance Scan 1131 (14.514 min): BF089536.D (-1129) (-) m/z 57.10 100.00%

82

5000

1420 1440 14,60 14.80 |
0f m/z 43.10 93.04%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene
55
82
41

5000 IIIIIIlllllllllllll
14.20 14.40 14.60 14.80
110 m/z 82.10 89.22%
oL .W.Jﬂ.n‘ 124138152166180194208220236250 278
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 82
41
96 14.20 14.40 14.60 14.80
5000 m/z 96.10 74 _.01%

27 110
. 124138152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94312: Hexadecanal

14.20 14.40 14.60 14.80
m/z 55.05 69.34%

e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 20 14. 40 14. 60 14.80

5000

29

124
138152166180 196 222 240
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.67 16.18 ng 187650 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 91
Abundance Scan 1145 (14.674 min): BF089536.D (-1142) (-) m/z 57.10 100.00%
57
85 \
5000
UL 5101 160 107 05 25 040 1060 1480 1500
ok bt a7 90 97 225 2 m/z 71.10  73.04%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
14.40 14.60 14.80 15.00
m/z 43.10 61.27%
ol 311 ) |13 141 169 197 20 567 204 323 332
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 14.40 14.60 14.80 15.00
5000 m/z 85.05 53.18%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57 14.40 14.60 14.80 15.00
m/z 55.10 23.97%
5000 85 ﬂﬁafxﬁuvﬁbv\ﬁ\xJVKﬁJLNVJK
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 ' 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.31 13.08 ng 151728 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 1201 (15.314 min): BF089536.D (-1198) (-) m/z 57.10 100.00%
57
85
5000
113 R AL DU SRR SUNLE
141 169 15.00 15.20 15.40 15.60
ol .l, b ol P L S m/z 71.10 75.18%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 RN BN SRR SUNLRE
15.00 15.20 15.40 15.60
m/z 43.10 58.02%
29 113
ol | ‘L ‘h Ll |7 141 169 197 225 253 295 323 367
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance
57
15.00 15.20 15.40 15.60
5000 85 m/z 85.05 57.24Y%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance #185535: Heptadecane, 9-octyl- T T R
57 15.00 15.20 15.40 15.60
m/z 55.05 24 .15%
5000 85 Mﬂ’qAM‘“/\yv_/k\q//\v-\/\f\
oL 3 J L MR 041 169 197 %9 267 204 323 32
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&'30 ' 15.'00 15.'20 15.'40 15.I60 !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 13 Bromoacetic acid, pentadecy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.35 3.40 ng 39501 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 52
2 n-Nonadecanol-1 284 C19H400 001454-84-8 52
3 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 52
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 47
5 1-Heptacosanol 396 C27H560 002004-39-9 43
Abundance Scan 1204 (15.348 min): BF089536.D (-1203) (-) m/z 83.10 100.00%
43
5000
111 1a7 LRSI B B BRI I
208 15.00 15.20 15.40 15.60
ol .I, H ||| A 20 Tm/z 69.10  83.42%
m/z--> 50 100 150 200 250 300 350
Abundance #182418: Bromoacetic acid, pentadecy! ester
43
5000 R R S BN DU B
111 15.00 15.20 15.40 15.60
m/z 43.10 81.49%
oL 14 h MH \‘\ I 1&” 164182, 08 s
m/z--> 50 200 250 300 350
Abundance
43 83
15.00 15.20 15.40 15.60
5000 m/z 55.10 79.29%
111
oL 18 65 139 168 196 991238 266
m/z--> 50 100 150 200 250 300 350
Abundance #152719: Tetradecyl trifluoroacetate e REREE
83 15.00 15.20 15.40 15.60
m/z 57.10 77 .30%
5000 111
29
o | ‘ || |140 188 196 pp2a1 o
miz--> 50 100 ) R N N~ N 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl15.50 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.50 3.16 ng 36691 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Azabicvclol3.2.1Toctan-3-0l. 8... 141 C8H15NO 000120-29-6 35
2 Tropine N-oxide 157 C8H15N02 035722-43-1 35
3 1-Dodecen-1-ol. acetate 226 Cl1l4H2602 056438-08-5 35
4 8-Azabicvclol3.2.11octan-3-0l. 8... 157 C8H15N02 032663-71-1 35
5 Cyclohexane, 1,1"-(1-methyl-1,2-_._. 208 C15H28 041851-34-7 22
Abundance Scan 1217 (15.497 min): BF089536.D (-1214) (-) m/z 43.10 100.00%
| 82
165
5000
12514
10 LR BN U B
208 281 350 15.20 15.40 15.60 15.80
ol d——————— m/z 57.10 85.17%
m/z--> 50 100 150 200 250 300 350
Abundance #19097: 8-Azabicyclo[3.2.1]octan-3-ol, 8-methyl-, endo-
82
5000 U DAL B B B
42 124, 1520 1540 15.60 15.80
m/z 82.10 84 .66%
m/z--> 50 100 150 200 250 300 350
Abundance
82

15.20 15.40 15.60 15.80

5000 42 m/z 96.10 79.14%
124 157
15 65 102
ot T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #82772: 1-Dodecen-1-ol, acetate
43 15.20 15.40 15.60 15.80
m/z 165.10 74 .83%
5000
82
A N N B S LSy U
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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, heptadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.92 9.69 ng 112440 Perylene-di12 14.93
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 Hexadecanal 240 C16H320 000629-80-1 74
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 64

Abundance Scan 1254 (15.920 min): BF089536.D (-1251) (-) m/z 57.10 100.00%

7 82

5000

15.60 15.80 16.00 16.20
m/z 82.10 88.62%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129467: Oxirane, heptadecyl-

5000
15.60 15.80 16.00 16.20
110 m/z 43.10 84 .36%
0 26 |, 166 194011 236 264282
N ERara Ay
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43 82
T T
15.60 15.80 16.00 16.20
5000 m/z 96.10 61.26%
109
138 250
26 65 166183 208225 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117605: Octadecanal

15.60 15.80 16.00 16.20
m/z 55.10 60.48%

5000

I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.60 15.80 16.00 16.20

8270-BF072716.M Tue Aug 02 17:28:31 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 10-Methylnonadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.15 2.71 ng 31412 Perylene-d12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 53
2 Heneicosane 296 C21H44 000629-94-7 53
3 2-methviltetracosane 352 C25H52 1000376-72-6 53
4 Octadecane 254 C18H38 000593-45-3 53
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 53
Abundance Scan 1274 (16.148 min): BF089536.D (-1271) (-) m/z 57.10 100.00%
57
85
5000
| ||1” B 165 15.80 16.00 16,20 16.40
b i A T 208 Tw/z 71.10  69.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129494: 10-Methylnonadecane
57
85
5000 AR SRR B
15.80 16.00 16.20 16.40
29 154 m/z 85.10 57.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
o 15.80 16.00 16,20 16.40
5000 m/z 43.10 55.00%
29 113

141 169 197 225 253 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185534: 2-methyltetracosane e REREE
57 15.80 16.00 16.20 16.40
m/z 99.10 22.73%
5000 8
29
o | M\ (141 160 197 225 253 309 337
”qnupuq””.”.””.”.””.”.””.”.””.”.””.”.””.”.. e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 1-Heptadecene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.23 2.09 ng 24247 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 53
2 9-Eicosene. (E)- 280 C20H40 074685-29-3 53
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 53
4 Carbonic acid. heptadecvl isobut... 356 C22H4403 1000314-61-4 50
5 1-Octadecanol, methyl ether 284 C19H400 1000333-92-7 45
Abundance Scan 1281 (16.228 min): BF089536.D (-1278) (-) m/z 83.10 100.00%
3 111
57
5000 350
HRAUNUR N SRR A
16.00 16.20 16.40 16.60
S s B 1 wm/z 111.00 92.75%
m/z--> 50 100 150 200 250 300 350
Abundance #92567: 1-Heptadecene
57 83
5000 HRUNUR NN SRR A
29 111 16.00 16.20 16.40 16.60
m/z 97.10 87.56%
0 P -
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
16,00 16.20 16.40 16.60_
5000 m/z 57.10 71.50%
29 111
0 139 168 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)- R B A B
7 16.00 16.20 16.40 16.60
83 m/z 56.10 58.57%
5000
29 111
o \ 1‘ | L | 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl1l6.51 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.51 6.14 ng 71217 Perylene-d12 14 .93

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guaia-1(10).11-diene 204 C15H24 1000374-19-7 27
2 Tricvclol3.1.0.0(2.4)1hexane. 3.... 192 C14H24 1000150-14-4 22
3 1-Cvcloheptene. 1.4-dimethvl-3-(... 204 C15H24 1000159-38-6 22
4 Bicvclol7.2.01lundec-4-ene. 4.11.... 204 C15H24 013877-93-5 16
5 Bicyclo[3.1.1]hept-3-en-2-one, 4... 150 C10H140 001196-01-6 14
Abundance Scan 1306 (16.514 min): BF089536.D (-1302) (-) m/z 43.10 100.00%

48
107
145
81
5000
“| | || ‘ 16.20 16.40 16.60 16.80
O b m/z 107.10 77 .83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64351: Guaia-1(10),11-diene
93 161

5000
16.20 16.40 16.60 16.80

m/z 93.10 67.97%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
79 107 163
16.20 16.40 16.60 16.80
5000 55 135 m/z 145.10 67.74%
29

192

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64439: 1-Cycloheptene, 1,4-dimethyl-3-(2-methyl-1-propene... e A By
16.20 16.40 16.60 16.80
m/z 105.05 62.69%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 19 Oxirane, hexadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.01 7.09 ng 82261 Perylene-d12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
2 1.19-Eicosadiene 278 C20H38 014811-95-1 72
3 Pentadecanal- 226 C15H300 002765-11-9 72
4 Hexadecanal 240 C16H320 000629-80-1 72
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 64
Abundance Scan 1349 (17.005 min): BF089536.D (-1345) (-) m/z 57.10 100.00%
g7 82
43
96
5000
110125 LSRRI SUNIR B I
208 16.60 16.80 17.00 17.20 17.40
0 RAE m/z 82.10 89.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117616: Oxirane, hexadecyl-
5000
16.60 16.80 17.00 17.20 17.40
m/z 43.10 79.81%

152166180194208222236250 267

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
41 B A e S
69 16.60 16.80 17.00 17.20 17.40
5000 83 m/z 96.10 65.51%
97
o 2r 111125  151165180194208222236250 278
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 ™M
Abundance #82954: Pentadecanal- R AR EE L L

16.60 16.80 17.00 17.20 17.40
m/z 83.10 63.18%

5000

%

12413815246 182

208 226
AL e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089536.D

Aca On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample : H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl7.29 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.29 3.53 ng 40914 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Prean-4-ene-3.20-dione. (9.beta.... 314 C21H3002 002755-10-4 16
2 Sambucinol 266 C15H2204 090044-33-0 12
3 5-Ethvl-2-furaldehvde 124 C7H802 023074-10-4 9
4 Cvclohexanecarboxvlic acid. 2-ox... 170 C9H1403 001655-07-8 9
5 9,10-Dimethyltricyclo[4.2.1.1(2,... 196 C12H2002 174226-40-5 9
Abundance Scan 1374 (17.291 min): BF089536.D (-1371) (-) m/z 124.10 100.00%
124
43
161
9% LR DA N I L
281 326 17.00 17.20 17.40 17.60
0 191208 m/z 43.10 56.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156750: Pregn-4-ene-3,20-dione, (9.beta.,10.alpha.)-
124
43
5000 L B BRI UL B
ﬂ%ﬂ%ﬂ%ﬂm
91 147 m/z 135.10 42 _.37%
107 191 314
o 67 1377 211229 53272 596
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
124
82
17.00 17.20 17.40 17.60
5000 43 m/z 57.10 41 .05%
161 251
o 65 197 145 | 177 207 235
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #10422: 5-Ethyl-2-furaldehyde e B RRmES R
124 17.00 17.20 17.40 17.60
m/z 229.20 38.95%
5000
20 67 95
0 IIII""I""'I""IIIII T ‘\"' RN SR DA N L B N N B rTTTTTTT T T T T T T T T
m/z--> 2omeommmmmmmmmmnmm%mmmmm ﬂ%ﬂ%ﬂ%ﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080116\
Data File : BF089536.D

Acq On > 2 Aug 2016 3:55

Operator : UM/SJ

Sample - H4288-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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_57 30.4 ng 303201 1 6.48 199210 20.0
unknown6 .25 6.25 108.4 ng 1080130 1 6.48 199210 20.0
Sulfurous acid, h... 10.43 2.3 ng 23772 4 10.98 209889 20.0
Undecanoic acid 11.54 2.6 ng 27732 4 10.98 209889 20.0
Trifluoroacetoxy ... 13.47 6.2 ng 80880 5 13.60 261448 20.0
Heptadecane 14.10 5.7 ng 74629 5 13.60 261448 20.0
1,19-Eicosadiene 14.51 2.7 ng 31742 6 14.93 232023 20.0
Heptadecane, 9-oc... 14.67 16.2 ng 187650 6 14.93 232023 20.0
Hexacosane 15.31 13.1 ng 151728 6 14.93 232023 20.0
Bromoacetic acid,... 15.35 3.4 ng 39501 6 14.93 232023 20.0
unknown15.50 15.50 3.2 ng 36691 6 14.93 232023 20.0
Oxirane, heptadecyl- 15.92 9.7 ng 112440 6 14.93 232023 20.0
10-Methylnonadecane 16.15 2.7 ng 31412 6 14.93 232023 20.0
1-Heptadecene 16.23 2.1 ng 24247 6 14.93 232023 20.0
unknownl16.51 16.51 6.1 ng 71217 6 14.93 232023 20.0
Oxirane, hexadecyl- 17.01 7.1 ng 82261 6 14.93 232023 20.0
unknownl17.29 17.29 3.5 ng 40914 6 14.93 232023 20.0
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