LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total
1 1.678 7 8 47 rVB 1074279 2192092 100.00% 14.406%
2 4.627 263 266 275 rBV 139592 244931 11.17% 1.610%
3 5.096 305 307 325 rBvY 718841 1143674 52.17% 7.516%
4 6.181 400 402 410 rBV 731472 1171831 53.46% 7.701%
5 6.296 410 412 414 rBV 1107462 1250004 57.02% 8.215%
6 6.524 430 432 443 rVB 250799 265905 12.13% 1.747%
7 6.673 443 445 448 rBV 691529 939796 42.87% 6.176%
8 7.096 480 482 492 rBY 630724 744571 33.97% 4.893%
9 7.233 492 494 500 rVB 16349 26535 1.21% 0.174%
10 7.805 542 544 547 rBV 241881 347175 15.84% 2.282%

11 8.890 636 639 641 rBV 1561962 1442179 65.79% 9.477%
12 9.290 672 674 677 rBV 435899 377901 17.24% 2.483%
13 9.553 695 697 699 rBvV 456286 393334 17.94% 2.585%
14 10.342 764 766 768 rBV 585583 655648 29.91% 4 _.309%

15 10.479 776 778 782 rVB 25639 33521 1.53% 0.220%
16 10.925 814 817 818 rBV 26199 28431 1.30% 0.187%
17 11.028 823 826 830 rBv2 303960 363997 16.61% 2.392%
18 11.108 830 833 837 rvB2 15699 26858 1.23% 0.177%
19 11.279 844 848 851 rBV 29523 40839 1.86% 0.268%
20 11.348 851 854 856 rvB 28899 26230 1.20% 0.172%
21 11.588 873 875 878 rBvV 28126 46664 2.13% 0.307%
22 12.091 915 919 922 rBV2 17387 35361 1.61% 0.232%
23 12.228 928 931 934 rBV 95893 94877 4_.33% 0.623%
24 12.445 948 950 952 rBV 74845 98954 4_.51% 0.650%
25 12.502 952 955 960 rVvB 25735 47616 2.17% 0.313%
26 12.605 962 964 967 rBV 851962 879294 40.11% 5.778%
27 12.856 982 986 989 rBV3 30535 68267 3.11% 0.449%
28 13.394 1031 1033 1036 rBV3 10441 24910 1.14% 0.164%

29 13.519 1041 1044 1052 rBV3 75894 118185 5.39%% 0.777%
30 13.645 1052 1055 1061 rBV2 291529 431584 19.69% 2.836%

31 14.148 1097 1099 1104 rBvV 46651 78553 3.58% 0.516%
32 14.434 1121 1124 1128 rBV5 15180 45380 2.07% 0.298%
33 14.502 1128 1130 1131 rVV 29518 36163 1.65% 0.238%
34 14.559 1133 1135 1137 rVV 60299 63925 2.92% 0.420%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.639 1139 1142 1145 rVV 70271 162835 7.43% 1.070%

36 14.742 1147 1151 1157 rVVv2 82672 236850 10.80% 1.556%

37 14.880 1161 1163 1166 rVvV 43094 61140 2.79% 0.402%
38 14.937 1166 1168 1170 rVV 42108 73451 3.35% 0.483%
39 14.982 1170 1172 1179 rVB 216972 309934 14.14% 2.037%
40 15.188 1188 1190 1193 rVB2 45558 61173 2.79% 0.402%
41 15.245 1193 1195 1200 rVB6 14810 36606 1.67% 0.241%
42 15.382 1204 1207 1209 rBV 56248 104151 4_.75% 0.684%
43 15.428 1209 1211 1214 rVB2 23893 40324 1.84% 0.265%
44 15.874 1248 1250 1257 rVB5 13741 29792 1.36% 0.196%
45 16.000 1258 1261 1266 rvv4 26478 48196 2.20% 0.317%
46 16.171 1273 1276 1279 rBV 22241 43610 1.99% 0.287%
47 16.240 1279 1282 1283 rBV 16698 25971 1.18% 0.171%
48 16.320 1287 1289 1292 rVB3 12027 23433 1.07% 0.154%
49 16.525 1304 1307 1311 rBvV2 17729 39269 1.79% 0.258%
50 16.617 1312 1315 1322 rVB4 18107 48874 2.23% 0.321%
51 17.108 1356 1358 1366 rVB6 8952 25915 1.18% 0.170%
52 17.405 1381 1384 1389 rBvV4 13516 32954 1.50% 0.217%
53 18.206 1452 1454 1461 rVB6 8125 27292 1.25% 0.179%
Sum of corrected areas: 15216955
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF072916\

BF089383.D

29 Jul 2016 1:08

UM/SsJ

H4216-01

19 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

1400000

1200000

1.68

1000000

800000

600000

400000

200000

TIC: BF089383.D

5.10

4.63

6.30

6.19 6.67

7.10

6.52

7.23

Ot——
Time-->

3.50

4.00

T
4.50 5.00

5.50

6.50

7.00

6.00 7.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

04
Time-->

TIC: BF089383.D

10.34

10.48

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

10.921 11128511.59

12.60

13.5

12.00 12.50

13.00

Abundance

1400000

1200000

1000000

800000

600000

400000

3.65
200000

TIC: BF089383.D

14.98

14.15 44, faapar 3% 83 15.86.008 6134321 616362 17.11 17.41

18.21

o=
Time-->

16.50 17.00 17.50

14.00 14.50

15.00 15.50 16.00

18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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.

4.63 18.42 ng 244931 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 266 (4.627 min): BF089383.D (-263) (-) m/z 43.10 100.00%
43
59
5000
T ik 4k 450 550
83 : : : :
o...,....,....,....','::..?.1.:~.|,....,....,.-...,...:,|....,....,....,....,...., m/z 59.10 60.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 4.60 480 5.00
m/z 101.10 21.63%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 4.60 480 5.00
5000 M m/z 58.10 15.62%
68
50 126 14
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4083: Morpholine, 4—methy|— L L L L L L B BB
43 4.40 4.60 4.80 5.00
m/z 41.10 9.37%
5000
101 A\
71
15
"'I'L'I"%ﬁ""fJ"I'?ﬁl'"'b"'l'?ﬁl""h"'l'”'I"'W""I”"I U U L IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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 unknown6.30 Concentration Rank 2

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

6.30 94 .02 ng 1250000 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 412 (6.296 min): BF089383.D (-410) (-) m/z 132.00 100.00%
5000 68 A\_
40 % 600 620 6.40 6.60
54 - - - -
fer eS| m/z 68.10 38.89%
m/z--> 20 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
21 78 m/z 134.00 32.81%
I'J'NllJl'l'l"l""lﬂ"'l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 6.20 6.40 6.60
5000 gg 116 m/z 66.05 25.18%
89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.00 6.20 6.40 6.60
m/z 69.10 15.67%
117
5000
29 91
A Al
| N | ! \ m
m/z--> 20 Jo 60 80 160 120 140 160 180 600 6.20 640 6.60

8270-BF072716.M Fri Jul 29 16:40:19 2016

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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 n-Tridecan-1-ol Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.28 2.24 ng 40839 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tridecan-1-ol 200 C13H280 000112-70-9 87
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 83
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 83
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 80
5 n-Tetracosanol-1 354 C24H500 000506-51-4 80

Abundance Scan 848 (11.279 min): BF089383.D (-844) (-) m/z 55.10 100.00%
5000
11,00 11:20 1140 11.60
m/z 83.10 90.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61341: n-Tridecan-1-ol
55 69 83
41 97
5000 L SRR BRI I S
11 11.00 11.20 11.40 11.60
29 m/z 69.10 85.13%
‘ 125 154
. }?II@LI\JQIJM | .%?9. NN .- S—
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
43 57
69 83 L DU DU IR B
97 11.00 11.20 11.40 11.60
5000 m/z 43.10 77 .34%
111
29 .
139 153 167 181 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #197885: Trichloroacetic acid, pentadecy! ester B A RRREE R
43 57 11.00 11.20 11.40 11.60
69 83 m/z 41.10 71.14%
5000
125
“ ‘\ 1] 139 153 167 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11,00 11.20 1140 11.60

8270-BF072716.M Fri Jul 29 16:40:20 2016

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.59 2.56 ng 46664 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 875 (11.588 min): BF089383.D (-873) (-) m/z 73.00 100.00%
73
60
43
5000 129

213 L
0| U“ 143167171185 11.20 11.40 11.60 11.80 12.00
e m/z 60.00 75.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 | BULENL L L LI L LI L B

11.20 11.40 11.60 11.80 12.00

m/z 43.10 67.14%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R B e e
11.20 11.40 11.60 11.80 12.00
5000 - 129 m/z 55.05 62 .96%
87 242
143 199
115 185
101 157171 213
R B B B e Baman EE S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R A RRamamEa LS
60 73 11.20 11.40 11.60 11.80 12.00
43 m/z 57.10 60.04%
5000 129
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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 unknownl2.86 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.86 3.16 ng 68267 Chrysene-di12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Chloro-5-methyl-2-phenylquinoline 253 C16H12CIN 025413-16-5 43
2 3,12,12b-Trimethyl-1,2,3,4,6,7,1... 268 C18H24N2 082605-35-4 43
3 1-t-Butyl-4-(adamantyl-1)benzene 268 C20H28 059974-45-7 38
4 Indolo[2,3-a]quinolizin-4(12H)-0... 268 C17H20N20 020156-09-6 38
5 Octadecanoic acid, 2-oxo-, methy... 312 C19H3603 002380-18-9 37
Abundance Scan 986 (12.856 min): BF089383.D (-982) (-) m/z 253.10 100.00%
253
57
5000 43 71 216
85
165 268 TT T[T T T T[T T T T[T T T T [ TTT
g9 119135 15,7 183197 1260 12.80 13.00 13.20
m/z 57.10 48.60%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104775: 8-Chloro-5-methyl-2-phenylquinoline
253
218
5000 LI B BN UL B
1260 12.80 13.00 13.20
109 m/z 43.10 37.22%
w6 77 %" g g5 ama03 | 20
m/z--> 40 60 85 160 120 140 160 180 200 220 250 260
Abundance
253
12,60 12.80 13.00 13.20
5000 m/z 71.10 36.80%
106 168 198 268
35 55 69 83 126141154 182 211225239
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117671: 1-t-Butyl-4-(adamantyl-1)benzene R B A REEERE B L
253 12.60 12.80 13.00 13.20
m/z 41.10 35.06%
57
5000 .,
91
‘ 128 155 208
m/z--> 60 80 100 120 140 160 180 200 220 240 260 1260 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.52 5.48 ng 118185 Chrysene-di12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95

Abundance Scan 1044 (13.519 min): BF089383.D (-1041) (-) m/z 57.10 100.00%

5000

:

139 475 202 230 903 13.20 13.40 13.60 13.80
m/z 55.10 98.31%

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

Abundance #155046: 1-Heneicosanol

55 83

s

5000 LA L L L L L L L L
13.20 13.40 13.60 13.80
29 m/z 43.10 93.37%
LoL gl 167 196 238 266 294
e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
s
13.20 13.40 13.60 13.80
5000 11 m/z 83.10 90.66%
29 139

167 196 224 252 280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

-

Abundance #186968: n-Tetracosanol-1 T
83 13.20 13.40 13.60 13.80
m/z 69.10 82.23%
- w,\&jk/\x/\/“
h ‘ ‘ 167 195 222 250 280 308 336
”w””“”.”” - R R ma AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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-Hexadecanethiol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.15 3.64 ng 78553 Chrysene-di12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanethiol 258 C16H34S 002917-26-2 97
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 83
3 Nonahexacontanoic acid 999 C69H13802 040710-32-5 68
4 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35CI303 1000314-56-2 64
5 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 64
Abundance Scan 1099 (14.148 min): BF089383.D (-1097) (-) m/z 57.10 100.00%
57
5000 w
hzs 215 13.80 14.00 14.20 1440
A “hﬂﬂdt.,.”.,.”.,..”,..” e B m/z 43.10 77 .55%
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #109270: 1-Hexadecanethiol
55
5000 R R DU B B
13 80 14. 00 14.20 14.40
m/z 71.10 65.56%
L

T
m/z--> 0 100 200 300 400 500 600 700 800 900 1000

S———
N

— o

N

N

n
%
)

Abundance
57
13.80 14.00 14.20 14.40
5000 m/z 55.10 59.18%
125
196
T B A B B o I
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #243830: Nonahexacontanoic acid e REREE
57 13.80 14.00 14.20 14.40
m/z 83.10 50.85%
- »\NJ\‘V#\J\A
25
497 267 350 899 _ 998
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 13 80 14. 00 14 20 14.40

8270-BF072716.M Fri Jul 29 16:40:23 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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 unknownl4.43 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.43 2.93 ng 45380 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyridine, 4-[5-(2-methoxyphenyl)... 253 C14H11N302 1000303-05-9 18
2 1,2-Dicarboxy-3-(4-chlorophenyl) ... 370 C19H15CIN204 1000148-26-9 17
3 trans-2,4,5-Trimethoxy-_beta.-me... 253 C12H15N05 134040-35-0 14
4 Plumbane, trimethyl[(methylsulfi... 332 C4H1202PbS 044657-41-2 10
5 3-Chloro-11H-pyrido[3~,2"-4,5]py--- 253 C14H8CIN3 1000212-59-4 9
Abundance Scan 1124 (14.434 min): BF089383.D (-1121) (-) m/z 57.10 100.00%
43 57 253
71
5000 8 99 113 202 217 267
Ll \ | I R
S | ”J I ClLa- : : m/z 43.10 88.34%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104668: Pyridine, 4-[5-(2-methoxyphenyl)-[1,3,4]oxadiazol...
105 253
78
51 135
5000 91 L UL UL L B
5 147 1420 14.40 14.60 14.80
39 120 m/z 253.20 84 .73%
166 182 196 210224 539
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
253
1420 14.40 14.60 14.80
5000 m/z 71.10 72 .98%
218
63 109
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104535: trans-2,4,5-Trimethoxy-.beta.-methyl-.beta.-nitro... R A T L B
253 14.20 14.40 14.60 14.80

m/z 85.10 43.31%
206

5000

=
~
~
=
L———— ©
=

77
43 o 121 149163
305 | 1067y 1497 222 238

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 14.20 14. 40 14. 60 14. 80

8270-BF072716.M Fri Jul 29 16:40:24 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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 unknownl14.50 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.50 2.33 ng 36163 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 49
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 43
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 43
4 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 43
5 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 43
Abundance Scan 1130 (14.502 min): BF089383.D (-1128) (-) m/z 69.10 100.00%
69
5000 vajkwuqvﬂm,j\Abv,JA\Vm,w.
a1 254 e
93113136 159 226 14.20 14.40 14.60 14.80
B R | | m/z 81.10  49.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 LR SRR UL BN S
a1 14.20 14.40 14.60 14.80
95 1o m/z 254.10 28.94%
| \“\\“\J ﬂ‘ 175 203 231 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.20 14.40 14.60 14.80
5000 m/z 253.10 24 .36%
41
95
115137 165 193
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- e
69 14.20 14.40 14.60 14.80
m/z 41.10 23.20%
41
5000
1|t \\ ‘ h ;'-1% l 161 205 248
m/z--> 50 100 150 200 2%0 300 350 400 14.20 14.40 14.60 14.80

8270-BF072716.M Fri Jul 29 16:40:25 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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 Octadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .56 4.13 ng 63925 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 17-Octadecenal 266 C18H340 056554-86-0 91
3 Pentadecanal- 226 C15H300 002765-11-9 90
4 16-Octadecenal 266 C18H340 056554-87-1 90
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90

Abundance Scan 1135 (14.559 min): BF089383.D (-1133) (-) m/z 57.10 100.00%

5000

-

14.20 14.40 14.60 14.80
m/z 82.05  88.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117606: Octadecanal

i

5000

1420 14.40 14.60 14.80
11045, m/z 43.10 85.30%
138152166180194208222 250

-

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 82
43 T
96 14.20 14.40 14.60 14.80
5000 m/z 55.10 76.58%
29
1o,
15 138157 1681821962102242382°2 270
mmwmmw
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #82955: Pentadecanal- R e EEaE L
14.20 14.40 14.60 14.80

m/z 96.10 58.28%

5000

;

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14. 40 14 60 14.80

8270-BF072716.M Fri Jul 29 16:40:26 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.74 15.28 ng 236850 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 Octacosanol 410 C28H580 000557-61-9 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
Abundance Scan 1151 (14.742 min): BF089383.D (-1147) (-) m/z 57.10 100.00%
57 83
5000 n ,__A,Ayghvﬂgw\xV\,\ka\j\h
19 469 0 225 261 1440 1460 1450 15166
B R S i e — m/z 83.10 85.43%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 83
5000 i U U UL B UL B
14.40 14.60 14.80 15.00
m/z 97.10 81.52%
29
1| \“ | ‘ | ‘1‘?7 195 222 250 280 308 336
m/z--> 55 160 150 260 250 360 3éo '
Abundance
57
o1 R DN UL AL BN I
14.40 14.60 14.80 15.00
5000 m/z 43.10 81.48%
125
29 77 153 181 209 236 264 292 322 364 392
m/z--> 55 160 1éo 260 250 300 3éo '
Abundance #166292: Behenic alcohol R R Bmman
56 83 14.40 14.60 14.80 15.00
m/z 55.10 80.57%
29
UL |13 167 196 224 252 290 308
m/z--> 50 100 150 260 250 360 3éo ' 1420 1460 1480 1550 '

8270-BF072716.M Fri Jul 29 16:40:27 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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 Benzo[e]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.88 3.95 ng 61140 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 87
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 81
3 Perylene 252 C20H12 000198-55-0 81
4 Benzo[a]pyrene 252 C20H12 000050-32-8 76
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 76
Abundance Scan 1163 (14.880 min): BF089383.D (-1161) (-) m/z 252.10 100.00%
252
5000
125

75 99 150 171 224 273 14.60 14.80 15.00 15.20
= 189203 m/z 250.10  31.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #104217: Benzo[e]pyrene /\/\ M\
252

5000 L B I BLLELI i
14. 60 14. 80 15. OO 15. 20

m/z 253.10 21.41%

125
39 63 83 98111 | 146 174 200 224 m

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

Abundance
252
e
14.60 14.80 15.00 15.20
5000 m/z 125.00 14 .59%
126
39 63 83 99112 150 174 200 224238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104215: Perylene B A RRREE R
2 14.60 14.80 15.00 15.20
m/z 126.00 12.53%
5000

150 174 198 224238
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20

8270-BF072716.M Fri Jul 29 16:40:27 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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 Heptadecanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.19 3.95 ng 61173 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 l1l4-Heptadecenal 252 C17H320 1000144-58-0 89
4 16-Heptadecenal 252 C17H320 1000144-57-9 89
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87
Abundance Scan 1190 (15.188 min): BF089383.D (-1188) (-) m/z 57.10 100.00%
43 57

5000

.

0154138152 2L 61 14'80 15.00 15,20 15.40 15.60
177 215 267282

m/z 82.10 86 .93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105849: Heptadecanal
43 57

82

F

14.80 15.00 15.20 15.40 15.60
m/z 43.10 86.53%

5000

0

124138152166180194208 236 254

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a1 55 82
96 L
14.80 15.00 15.20 15.40 15.60
5000 m/z 96.10 62.24%
111
2 125 150166180194208222236250 267
mewwrwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104156: 14-Heptadecenal A ERmEa mEa S
57 82 14.80 15.00 15.20 15.40 15.60
m/z 55.10 60.31%
96
5000
110
I 207221 2%
“'v“'w“'v“'w”'v“'v“"”"“"“"“"“"”'v“w'“ L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15. 00 15 20 15. 40 15 60

8270-BF072716.M Fri Jul 29 16:40:28 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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 unknownl5.25 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.25 2.36 ng 36606 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[1,2-b:4,3-b"]dithiophene, ... 266 C16H10S2 016587-58-9 22
2 Quinoline-4-carboxylic acid, 2-(... 263 C17H13NO2 020389-04-2 16
3 3-Chloro-11-methyl-11H-indolo[3,... 266 C16H11CIN2 155249-46-0 14
4 2,6-Dibromobenzoquinone 264 C6H2Br202 019643-45-9 14
5 7-Methyl-2-phenylquinoline-4-car... 263 C17H13NO2 181048-54-4 10
Abundance Scan 1195 (15.245 min): BF089383.D (-1193) (-) m/z 266.10 100.00%
266
218
5000
53 80 g9 136 157 187
203 LI DU UL IR SUM

15.00 15.20 15.40 15.60

3 11
282 m/z 218.20  67.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115550: Benzo[1,2-b:4,3-b']dithiophene, 1-phenyl-
6
5000 LI I L L L L LB LB L
15.00 15.20 15.40 15.60
131 920 m/z 263.10 61.87%
13 27 44 68 92 110 149 175 194 234 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
263
R N
219 15.00 15.20 15.40 15.60
5000 m/z 264.10 49.26%
44
e 100 204
91
60 132 149 165 189 234248
Wﬁwmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115553: 3-Chloro-11-methyl-11H-indolo[3,2-c]quinoline
266 15.00 15.20 15.40 15.60
m/z 267.15 40.97%
5000
115
88 133 231
49 63 151 1741882022167 251

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60

8270-BF072716.M Fri Jul 29 16:40:29 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.38 6.72 ng 104151 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 1207 (15.382 min): BF089383.D (-1204) (-) m/z 57.10 100.00%
57
85
5000
113 AR S B B B
ﬂ l 155 183205 231253 15.00 15.20 15.40 15.60 15.80
SR 0 0 I O B — m/z 71.10  75.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 AR B B B B
15.00 15.20 15.40 15.60 15.80
29 m/z 43.10 60.95%
|, h 1 ﬂ L ‘141 169,197 225 253 281 309 337 365 394
m/z--> 50 100 150 260 250 300 350 400
Abundance
57
o 15.00 15.20 15.40 15.60 15.80
5000 m/z 85.10 57.67%
29 113
141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane I s S
57 15.00 15.20 15.40 15.60 15.80
m/z 55.10 25.42%
e T m
118 14
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 @ 250 300 350 400 15.00 15.20 15.40 15.60 15.80

8270-BF072716.M Fri Jul 29 16:40:30 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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 Behenic alcohol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.43 2.60 ng 40324 Perylene-di12 14.98
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 1-Heneicosanol 312 C21H440 015594-90-8 87
4 n-Nonadecanol-1 284 C19H400 001454-84-8 87
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
Abundance Scan 1211 (15.428 min): BF089383.D (-1209) (-) m/z 83.10 100.00%
57
5000 111 wwf“ﬂvj\A\NJJ\b\/LvﬂAWAJNN\
" 15.20 1540 15.60 15.80
: m/z 97.10 94 _.12%
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 1l LS BN IS SRR U
mmmmmmmm
- m/z 57.10 89.53%
e 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
" 15.20 1540 15.60 15.80
5000 11 m/z 55.10 79.47%
29
139 167 195 222 250 280 308 336 “’vd\“j\A”*jUXWVV“V“~vvaK\
m@‘m‘mﬂrﬂwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol R B A B
55 83 15.20 15.40 15.60 15.80
m/z 69.10 78.65%
29
Lok 167 196 238 266 294
m/z--> i&eommmmmmmmmnmmmmmmmmo ﬁmmmmmmm

8270-BF072716.M Fri Jul 29 16:40:31 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14
R.T. EstConc Area Relative to ISTD R.T.

16.00 3.11 ng 48196 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
2 Tetradecanal 212 C14H280 000124-25-4 87
3 17-Octadecenal 266 C18H340 056554-86-0 83
4 Hexadecanal 240 C16H320 000629-80-1 80
5 16-0Octadecenal 266 C18H340 056554-87-1 80

Abundance Scan 1261 (16.000 min): BF089383.D (-1258) (-) m/z 57.10 100.00%

57 82

5000 4
124138 159 179 215 292
245
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl-

5000 29

124

152

180 208222 250 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 82
41
5000
97
168
26 124140 194 510
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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

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 unknownl6.62 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.62 3.15 ng 48874 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1-fluoro-1-(1-hexy... 216 C15H17F 309945-39-9 14
2 Tricyclo[7.3.0.0(3,8)]dodec-2-en... 215 C14H17NO 1000161-40-1 10
3 N-Methoxy-2-carbomethoxy-2-carbe... 203 C8H13NO5 063859-01-8 10
4 2-Chloro-5,6-dihydro-4H-benzothi... 187 C7H6CINOS 330203-55-9 9
5 1,3,5-Trisilacyclohexane, 1,1-di... 160 C5H16Si3 054424-15-6 9
Abundance Scan 1315 (16.617 min): BF089383.D (-1312) (-) m/z 43.10 100.00%
a3
159
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159
o1 173
5000
16.40 16.60 16.80 17.00
216 m/z 55.10 60.00%
187
201
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
159
215 R A BEREE R
16.40 16.60 16.80 17.00
5000 m/z 107.05 57 .55%
131
55 116
27 41 77 91 145 | 173187
200
Tﬁ‘wwmmwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089383.D

Acq On 29 Jul 2016 1:08

Operator : UM/SJ

Sample - H4216-01

Misc :

ALS Vial : 19 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... 4.63 18.4 ng 244931 1 6.52 265905 20.0
unknown6 .30 6.30 94.0 ng 1250000 1 6.52 265905 20.0
n-Tridecan-1-ol 11.28 2.2 ng 40839 4 11.03 363997 20.0
n-Hexadecanoic acid 11.59 2.6 ng 46664 4 11.03 363997 20.0
unknownl12 .86 12.86 3.2 ng 68267 5 13.65 431584 20.0
1-Heneicosanol 13.52 5.5 ng 118185 5 13.65 431584 20.0
1-Hexadecanethiol 14.15 3.6 ng 78553 5 13.65 431584 20.0
unknownl14 .43 14.43 2.9 ng 45380 6 14.98 309934 20.0
unknown14 .50 14.50 2.3 ng 36163 6 14.98 309934 20.0
Octadecanal 14.56 4.1 ng 63925 6 14.98 309934 20.0
n-Tetracosanol-1 14.74 15.3 ng 236850 6 14.98 309934 20.0
Benzo[e]pyrene 14.88 4.0 ng 61140 6 14.98 309934 20.0
Heptadecanal 15.19 4.0 ng 61173 6 14.98 309934 20.0
unknownl15.25 15.25 2.4 ng 36606 6 14.98 309934 20.0
Octacosane 15.38 6.7 ng 104151 6 14.98 309934 20.0
Behenic alcohol 15.43 2.6 ng 40324 6 14.98 309934 20.0
Oxirane, hexadecyl- 16.00 3.1 ng 48196 6 14.98 309934 20.0
unknownl16.62 16.62 3.1 ng 48874 6 14.98 309934 20.0
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