LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 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 6 8 48 rVB 1013565 2177193 100.00% 14.120%
2 4.639 264 267 277 rBY 124466 242424 11.13% 1.572%
3 5.107 305 308 342 rBY 750891 1186895 54.51% 7.697%
4 6.182 400 402 410 rBVY 755076 1123476 51.60% 7.286%
5 6.296 410 412 414 rBV 1102727 1240964 57.00% 8.048%
6 6.524 430 432 443 rVB 259893 277940 12.77% 1.803%
7 6.673 443 445 448 rBVY 716738 913830 41.97% 5.926%
8 7.096 479 482 492 rBY 637864 747516 34.33% 4.848%
9 7.805 542 544 547 rBV 272632 354851 16.30% 2.301%
10 8.890 636 639 642 rBV 1462733 1332161 61.19% 8.639%

11 9.290 672 674 677 rBV 411945 351199 16.13% 2.278%
12 9.553 695 697 699 rBvV 432004 381985 17.54% 2.477%

13 9.588 699 700 702 rVB 31000 23653 1.09% 0.153%
14 10.228 753 756 758 rBV 14398 21926 1.01% 0.142%
15 10.342 764 766 768 rBV 528754 580249 26.65% 3.763%
16 10.479 776 778 781 rBV 25854 32568 1.50% 0.211%
17 10.925 815 817 818 rBV 25345 27143 1.25% 0.176%
18 11.028 823 826 830 rBv2 284066 437770 20.11% 2.839%
19 11.108 830 833 837 rvB2 27657 47117 2.16% 0.306%
20 11.588 871 875 878 rvv2 38843 79068 3.63% 0.513%
21 11.634 878 879 885 rvB2 29144 40051 1.84% 0.260%

22 12.228 929 931 934 rBV 223383 210536 9.67% 1.365%
23 12.445 948 950 952 rBV 149488 213117 9.79% 1.382%
24 12.502 952 955 960 rVB 29182 66844 3.07% 0.434%
25 12.605 962 964 967 rBV 743843 828282 38.04% 5.372%

26 12.788 976 980 982 rBV 19622 33877 1.56% 0.220%
27 12.857 983 986 987 rBVvV2 39422 68040 3.13% 0.441%
28 13.039 1000 1002 1005 rBV 18421 32626 1.50% 0.212%
29 13.085 1005 1006 1011 rVB 23602 24665 1.13% 0.160%
30 13.291 1020 1024 1027 rBVZ2 11385 23862 1.10% 0.155%
31 13.394 1031 1033 1036 rBV2 13356 32580 1.50% 0.211%

32 13.519 1041 1044 1047 rBV2 88105 133081 6.11% 0.863%
33 13.645 1052 1055 1062 rBV2 319649 548613 25.20% 3.558%
34 14.034 1087 1089 1091 rVvVv 18457 24622 1.13% 0.160%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 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

35 14.148 1097 1099 1103 rBV3 45945 77394 3.55% 0.502%
36 14.434 1123 1124 1128 rBvV4 11619 24137 1.11% 0.157%
37 14.502 1128 1130 1131 rBV 26423 30636 1.41% 0.199%
38 14.560 1133 1135 1139 rBV3 44219 49054 2.25% 0.318%
39 14.640 1139 1142 1147 rBV 98739 219199 10.07% 1.422%
40 14.720 1147 1149 1150 rBV 64418 69660 3.20% 0.452%
41 14.880 1161 1163 1166 rVB 59386 67680 3.11% 0.439%

42 14.937 1166 1168 1170 rBVY 68041 104200 4._.79% 0.676%
43 14.982 1170 1172 1179 rVB 204312 292911 13.45% 1.900%

44 15.188 1188 1190 1193 rVB2 32071 44853 2.06% 0.291%
45 15.245 1193 1195 1200 rVB6 17755 46229 2.12% 0.300%
46 15.382 1204 1207 1209 rBV 76016 132477 6.08% 0.859%
47 15.428 1209 1211 1214 rVB2 25335 45764 2.10% 0.297%
48 15.874 1248 1250 1255 rvB4 15718 34229 1.57% 0.222%
49 16.000 1259 1261 1264 rBV3 19742 34562 1.59% 0.224%
50 16.171 1273 1276 1280 rBvVY 29496 64425 2.96% 0.418%
51 16.240 1280 1282 1283 rVV 19816 32405 1.49% 0.210%
52 16.274 1283 1285 1287 rVV2 26712 45076 2.07% 0.292%
53 16.331 1287 1290 1293 rVB4 10363 23979 1.10% 0.156%
54 16.525 1304 1307 1311 rVB 22700 48691 2.24% 0.316%
55 16.617 1312 1315 1322 rVB5 17806 45013 2.07% 0.292%
56 17.417 1382 1385 1390 rVB5 9843 26274 1.21% 0.170%
Sum of corrected areas: 15419572

8270-BF072716.M Fri Jul 29 16:40:47 2016 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF089384.D
1400000

1200000 6.30

1.68
1000000

800000 5.11 6.18 6.67

7.10
600000

400000
6.52

200000 4.64

T e L e e

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089384.D

1400000 8/89

1200000
1000000
800000 12.61

600000 10.34

9.29 9.55
400000

11.03
7.80 12.23

200000 12.45 135
.59 10.2810.48  10.971.11 111563 5 142863029 31®)3

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089384.D

1400000

T

1200000
1000000
800000
600000
400000

200000
17.42

o] eSS e e 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\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.64 17.44 ng 242424 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 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 267 (4.639 min): BF089384.D (-264) (-) m/z 43.10 100.00%
43
59
5000
101 S U
440 460 480 5.00
83
...,....,....,....l,'::..?.l.~!.|,....,....,.-...,....-,....,....,....,....,...., m/z 59.10 63.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl- /k
43
5000 LB UL UL UL I
59 440 460 480 500
m/z 101.10 25.02%
"'I'”'I'”'?%'”I"”I"”I"'W"'Wg?'ﬁg?'}ﬁ%"l'”'I'”'I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
440 4.60 4.80 500
5000 m/z 58.10 16.16%
101
15 58
28 69 84
Wm‘m‘wwwwmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A mamme R . .
59 440 460 480 5.00
m/z 41.10 10.35%
5000 41
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I HRREE UL L RN A
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 : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 unknown6.30 Concentration Rank 2

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

6.30 89.30 ng 1240960 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 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 412 (6.296 min): BF089384.D (-410) (-) m/z 132.00 100.00%
132
5000 68 /L
0 o5 || g % 104 6.00 620 640 660
S .U MR 1 OSSN RS | m/z 68.10 38.10%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.00 6.20 6.40 6.60

0
- 51 78 m/z 134.00 33.57%
38
S /S | N PO SN ISR M
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
A ARREEREEEE
6.00 6.20 6.40 6.60
5000 67 m/z 66.10 24.77%
41 53 97
79 117
34 60 89 105 124
T T T R T T T e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
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 15.46%

117
5000
39 91
51 65 77 ‘ ‘
20 s fea | egl®™ | 125,

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 5 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.59 3.61 ng 79068 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 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 875 (11.588 min): BF089384.D (-871) (-) m/z 73.10 100.00%

43 60 P
5000 129

213
15711 185 SNSRI ) S
171 256 11.20 11.40 11.60 11.80 12.00

m/z 60.00 80.91%

143

I
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 i e B ma o

11.20 11.40 11.60 11.80 12.00

m/z 43.10 T77.22%
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 B e
11.20 11.40 11.60 11.80 12.00
5000 129 m/z 57.10 67.13%
29 g7
199
101115 143157141185 213 242
15 226
A B o L e A EEaas EESEE s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid I A
60 73 11. 20 11. 40 11. 60 11. 80 12. OO

m/z 41.10 66.01%

43
5000 129
29
115 171
214
‘ } ‘ 143157 185 ‘
H \H

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

8270-BF072716.M Fri Jul 29 16:40:50 2016

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 6 unknownl2.86 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.86 2.48 ng 68040 Chrysene-di12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,12,12b-Trimethyl-1,2,3,4,6,7,1... 268 C18H24N2 082605-35-4 43
2 1H-Inden-5-0l, 2,3-dihydro-3-(4-... 268 C18H2002 010527-11-4 38
3 Indolo[2,3-a]Jquinolizin-4(12H)-0... 268 C17H20N20 020156-09-6 38
4 Phenol, 2-(1,1-dimethylethyl)-4-__.. 268 C19H240 056187-92-9 38
5 2-[2-Thienyl]-4-acetyl quinoline 253 C15H11NOS 027302-83-6 35
Abundance Scan 986 (12.857 min): BF089384.D (-983) (-) m/z 253.20 100.00%
253
216
5000
41 57 268 S N ——
7185 105119 135 15, 169183197 12160 12.80 13.00 13.20

m/z 216.10 57 .25%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117603: 3,12,12b-Trimethyl-1,2,3,4,6,7,12,12b-octahydroin...
253

5000 ..................
12 60 12. 80 13. 00 13 20

106 168 1qq 2683 m/z 215.10 55.07%

126 239
35 55 69 83 14115ﬁ 182 225
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
253
159

12.60 12.80 13.00 13.20

5000 m/z 41.10 24 . 73%
107
121 268
18 39 55 7791 144 175189 211 L3
mmwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117455: Indolo[2,3-a]quinolizin-4(12H)-one, 1,2,3,6,7,12b... R B A REEERE B L
253 12.60 12.80 13.00 13.20
m/z 254.20 23.73%
5000
268
69
4l 55 77 91105 127147154168183 209225239 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12 60 12. 80 13. 00 13 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.52 4.85 ng 133081 Chrysene-di12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 95
5 n-Nonadecanol-1 284 C19H400 001454-84-8 95
Abundance Scan 1044 (13.519 min): BF089384.D (-1041) (-) m/z 57.05 100.00%
97 83
5000 11 /\_/\JJ\\/k/u
ISR DA SRR SRR
139 230 13.20 13.40 13.60 13.80
175
g 22 s m/z 55.10 91.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55
5000 SR SRR AR SRR SRR
13:20 13.40 13.60 13.80
2 m/z 43.10 89.23%
e \‘ H ‘H‘ LS ‘167 19 238 266 204
m/z--> 50 200 250 300 350 400
Abundance
57
83 RN DR SN SRR
13.20 13.40 13.60 13.80
5000 111 m/z 83.10 85.70%
il 130 1% 210 o5 406
mz-> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane e
57 13.20 13.40 13.60 13.80
97 m/z 69.10 79.13%
5000
29 125
|l | | | ,154 196 224 269  3pp
m/z--> 5'0 100 150 2(')0 250 300 350 400 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 : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 Ditetradecyl ether Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.15 2.82 ng 77394 Chrysene-di12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ditetradecyl ether 410 C28H580 005412-98-6 91
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 90
3 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 90
4 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 87
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 87
Abundance Scan 1099 (14.148 min): BF089384.D (-1097) (-) m/z 57.10 100.00%
g7
5000 83 _JM
111 e
9161 187 207 231 256 13.80 14.00 14.20 14.40
IMIh|n|||| e m/z 43.10 75 .83%
m/z--> 50 100 150 200 250 300 350
Abundance #215905: Ditetradecyl ether V\/VM
57
5000 197 AL SR SURSULA B B
11 13.80 14.00 14.20 14.40
0,
29 H “ 141158 ‘ m/z 71.10 65.67%
Sl MH\MH\ L ke e
m/z--> 50 150 200 250 300 350
Abundance
57
13:80 14.00 14.20 14.40
5000 83 m/z 55.10 60 .58%
111
38 139 168 196 224 Ny/xrf\ﬂ/“jyrdA\WPVN\,AﬂwJ\vv
m/z--> 50 100 150 200 250 300 350
Abundance #119525: 1-Decanoal, 2-octyl- e REREE
57 13.80 14.00 14.20 14.40
m/z 83.10 48 _35%
5000 83
29 ’ 111
Lhhdidil 11?9 168 106 224 252
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 1440
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .56 3.35 ng 49054 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 83
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 80
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 72
4 1,19-Eicosadiene 278 C20H38 014811-95-1 72
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 64
Abundance Scan 1135 (14.560 min): BF089384.D (-1133) (-) m/z 57.10 100.00%

7 82

5000

.

111

14.20 14.40 14.60 14.80
m/z 43.10 97.13%

138

187 226
152 169 1875, 276

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

-

5000

14.20 14. 40 14 60 14.80
110 - -109
124,55 rpy 250 m/z 82.10 84.10%
152166180194208<““ 536

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

43 82

g

96 s S
57 14.20 14.40 14.60 14.80

5000{ 29 m/z 55.10 72.77%

110
24138
152166180194208222236250 268

WWTWWW#WW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl- R e EEaE L
2 14.20 14.40 14.60 14.80
96 m/z 96.10 64.76%

:

5000
110

3

152166180194208222236250264 282
L e BB e 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

8270-BF072716.M Fri Jul 29 16:40:53 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.72 4.76 ng 69660 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 70
2 Octacosane 394 C28H58 000630-02-4 49
3 Pentacosane 352 C25H52 000629-99-2 49
4 Hentriacontane 437 C31H64 000630-04-6 46
5 Hexacosane 366 C26H54 000630-01-3 45
Abundance Scan 1149 (14.720 min): BF089384.D (-1147) (-) m/z 57.10 100.00%
57
5000 T T /\_J\,-/Lﬁ\\w/\/\A
113 224 14.40 14.60 14.80 15.00
141454 183 : : : :
61 L m/z 71.10 72.07%
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane
57
5000 85 L BRI BRI BULRILE B
14.40 14.60 14.80 15.00
- m/z 43.10 60.51%
i h “ A H‘ “-”1?1|‘.1§9.:!'9|7.2.2.6. N —
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 252.10 50.19%
29 118 141
169 197 225 253 281 309 337 365 394
m/z--> éo 160 1%0 260 250 360 3%0 '
Abundance #185533: Pentacosane
57 14.40 14.60 14.80 15.00
m/z 85.10 49.76%
- | J\A,,j\~J\ﬁ_,A\xk_vﬂ»f&»\J\
113
29 | L) it 169189211 239 267 295 323 352
m/z--> 5'0 1(')0 1%0 200 250 3(')0 3&1;0 ' 14'40 14. 60 14. 80 15'00 '

8270-BF072716.M Fri Jul 29 16:40:54 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 11 Benz[e]acephenanthrylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.88 4.62 ng 67680 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 95
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
3 Perylene 252 C20H12 000198-55-0 90
4 Benzo[e]pyrene 252 C20H12 000192-97-2 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 1163 (14.880 min): BF089384.D (-1161) (-) m/z 252.10 100.00%
252
5000
125

14.60 14.80 15.00 15.20
m/z 250.10 30.35%

42 75 100 153 185201 224 273 314
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #104228: Benz[e]acephenanthrylene /K/\
252 ﬁﬁu\

5000 LI L L LB LB LN
14.60 14.80 15.00 15.20
126 m/z 253.10 20.11%
39 63 84100 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252
126 IIIIIIIIIIIIIIIIIIIIIII
14.60 14.80 15.00 15.20
5000 m/z 125.10 15.85%
43 63 g3 99 150 174 198 224
Wmmwmmwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104214: Perylene AN RS B
252 14.60 14.80 15.00 15.20
m/z 126.00 12 .59%
5000
125

17 39 62 83 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15.20

8270-BF072716.M Fri Jul 29 16:40:55 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 Hexadecanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.19 3.06 ng 44853 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanal 240 C16H320 000629-80-1 60
2 Octadecanal 268 C18H360 000638-66-4 53
3 Tetradecanal 212 C14H280 000124-25-4 53
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 49
5 1,19-Eicosadiene 278 C20H38 014811-95-1 46
Abundance Scan 1190 (15.188 min): BF089384.D (-1188) (-) m/z 43.10 100.00%
4
5000 w
14.80 15.00 15.20 15.40 15.60
e m/z 57.10 98.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94314: Hexadecanal
4
5000 [rrrrprrTTpT T T T T T T
14.80 15.00 15.20 15.40 15.60
1HH2 m/z 82.10 83.51%

4
138152166157 196 222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
I e e e
96 14.80 15.00 15.20 15.40 15.60
5000 o m/z 96.10 62.33%
110

o 250
138152166180194208222,35 | 268

3

W‘WTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71297: Tetradecanal A ERmEa mEa S
14.80 15.00 15.20 15.40 15.60
m/z 55.10 58.75%

5000

:

I T T T I
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 16:40:55 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 unknownl5.25 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.25 3.16 ng 46229 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine, N-[(4-nitrophenyl)m... 266 C16H14N202 1000349-88-6 38
2 Phenol, 2,6-dibromo-4-methyl- 264 C7H6Br20 002432-14-6 27
3 Thiazole, 4-(4-methylphenyl)-2-p... 266 C16H14N2S 093020-56-5 14
4 Phenol, pentachloro- 264 C6HCI50 000087-86-5 12

5 3,6-Dichlorocatechol, cyclic phe... 264 C12H7BCI1202 1000293-25-1 12

Abundance Scan 1195 (15.245 min): BF089384.D (-1193) (-) m/z 266.10 100.00%

iR

15.00 15.20 15.40 15.60
m/z 263.10 59.98%

5000 43 218
132
109 148 173187

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115610: Benzenamine, N-[(4-nitrophenyl)methylene]-2-[1-pr...
266
205219
5000 R AREEREE S

15.00 15.20 15.40 15.60
m/z 264.10 50.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
266

185 15.00 15.20 15.40 15.60
5000 77 m/z 43.10 45 _38%
51
27 011109133 158 237
Wmﬁwmﬁwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115629: Thiazole, 4-(4-methylphenyl)-2-phenylamino- T T
266 15. 00 15. 20 15. 40 15. 60

m/z 218.20 45_.10%

5000

147

104118132
36 51 65 M\ kAl M\163177194 221235251

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

M
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.38 9.05 ng 132477 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 1207 (15.382 min): BF089384.D (-1204) (-) m/z 57.10 100.00%
57
85
5000
LRSI A DAL B B
5 183 215 15.00 15.20 15.40 15.60 15.80
..'.-,.J..'.1|‘1n133--' i 2 m/z 71.10 72.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane JJL
57
5000 85 AL MR B IR I
15.00 15.20 15.40 15.60 15.80
13 m/z 85.10 57.17%
2?} ‘ \ \ i ‘141‘169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.00 15.20 15.40 15.60 15.80
5000 g5 m/z 43.10 56.06%
29
113 141 160 197 225 253 281 309 337 365 394 JM,JLA_]\A“,/L\«vAv\nvj\_,
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane A EREEEEEE s
57 15.00 15.20 15.40 15.60 15.80
m/z 55.10 25_.59%
- T '\/\MNM/W
113
20| | || 7] 241 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 ﬁ 250 300 350 400 15.00 15.20 15.40 15.60 15.80

8270-BF072716.M Fri Jul 29 16:40:57 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 n-Tetracosanol-1 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.43 3.12 ng 45764 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 89
2 1-Heptacosanol 396 C27H560 002004-39-9 86
3 Behenic alcohol 326 C22H460 000661-19-8 64
4 Bacteriochlorophyll-c-stearyl 841 C52H72MgN404 1000164-49-7 49
5 Octacosanol 410 C28H580 000557-61-9 49
Abundance Scan 1211 (15.428 min): BF089384.D (-1209) (-) m/z 83.10 100.00%
83
T V\AJ\/\—/\MNN
5000 111
264
131 153 e o e N
| 1l 17”3 2(|’5 i 1520 1540 15.60 15.80
e A o L B B O S m/z 55.10 76.68%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
3
5000 1l LS BN IS SRR U
mmmmmmmm
m/z 57.10 75.96%
29
Ll \‘ L ‘L b 167 195 222 250 280 308 336
m/z--> 55 100 150 260 2éo 360 3%0
Abundance
57 97
" 15.20 1540 15.60 15.80
5000 m/z 97.10 75.69%
125
29 77 153 181 209 236 264 292 320 350 378
m/z--> 55 100 150 260 250 360 3%0
Abundance #166292: Behenic alcohol R B A B
Fsic] 15.20 15.40 15.60 15.80
m/z 69.10 61.41%
‘\ y ” H ‘L ‘L J\ n 167 196 224 252 280 308
m/z--> 100 150 2(')0 250 3(')0 3&1;0 15'20 15. 40 15 60 15. 80

8270-BF072716.M Fri Jul 29 16:40:58 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 unknownl5.87 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.34 ng 34229 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenylamino-5,6(4H)dihydro-1,3... 192 C10H12N2S 1000147-35-4 38
2 N-(3,4,5,6-Tetrahydro-1,3-thiazi... 192 C10H12N2S 003420-40-4 35
3 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 32
4 2-Fluoro-6-(trifluoromethyl)benz... 192 C8H4F40 060611-24-7 27
5 2-Fluoro-3-(trifluoromethyl)benz... 192 C8H4F40 112641-20-0 25
Abundance Scan 1250 (15.874 min): BF089384.D (-1248) (-) m/z 191.15 100.00%
191
81 95 279
5000 67
217
253 15.60 15.80 16.00 16.20
m/z 81.10 57 .62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54109: 2-Phenylamino-5,6(4H)dihydro-1,3-thiazine
191
5000 7 1560 15,80 16,00 1620
118 136 1qa m/z 95.10 56.97%
91
| Il I ‘ ‘
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance
191
15,60 15.80 16.00 16.20
5000 m/z 279.20 53.37%
77 118 136 163
27 41 56 o1 177
W‘WWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191 15.60 15.80 16.00 16.20
109 m/z 67.05 50.05%
5000 82
57 136
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20

8270-BF072716.M Fri Jul 29 16:40:59 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 Pentadecanal- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.00 2.36 ng 34562 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 55
2 Octadecanal 268 C18H360 000638-66-4 49
3 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 45
4 Tetradecanal 212 C14H280 000124-25-4 43
5 E-2-Tetradecen-1-ol 212 C14H280 1000130-83-7 43
Abundance Scan 1261 (16.000 min): BF089384.D (-1259) (-) m/z 57.10 100.00%
43 82
5000
4
138152 15,60 15.80 16.00 16.20 16.40
175189 m/z 43.10 80.91%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82955:; Pentadecanal-

é

15.60 15.80 16.00 16.20 16.40
m/z 82.05  80.34%

5000

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

%

43 57 82

% L e e e e
15.60 15.80 16.00 16.20 16.40

5000 m/z 96.10 61.60%
29

110
124
138152166180194208222 250 opg

%

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

Abundance #25441: Bicyclo[4.1.0]heptane, 7-butyl- I RREEEEEES T
82 15.60 15.80 16.00 16.20 16.40
4157 m/z 83.10 54_.74%
5000 %
110 152
124
AR R TS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20 16.40

8270-BF072716.M Fri Jul 29 16:41:00 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 Pentacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.24 2.21 ng 32405 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 68
2 Hexacosane 366 C26H54 000630-01-3 68
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 64
4 Tetracosane 338 C24H50 000646-31-1 58
5 Heptacosane 380 C27H56 000593-49-7 50
Abundance Scan 1282 (16.240 min): BF089384.D (-1280) (-) m/z 57.10 100.00%
57
8 M
5000
113 R SN SUNILR BUULRN B
d | |1T1 169 202 . 208 16.00 16.20 16.40 16.60
< I 0 T O P R - 2 m/z 71.10 68.89%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 RN SR SURRRN BN
16.00 16.20 16.40 16.60
113 m/z 85.10 54 _87%
20| | | | MT 169 194211 239 267 205 323 352
m/z--> 55 160 1éo 260 2éo 300 3%0
Abundance
57
" 16.00 16,20 16.40 16.60
5000 a5 m/z 43.10 48 .39%
113
29 141 169 197 225 253 295 366 Jﬂ‘”A\A/\wwff-/\J\/\W/hv/N\Aﬁ
m/z--> 55 160 1éo 200 2éo 360 3%0
Abundance #141429: Eicosane, 2-methyl- R AR RRRES T
57 16.00 16.20 16.40 16.60
m/z 99.10 29.35%
5000
85
29
H‘ 111 ‘\ .I ! 1\13 | 14\.1 L 169 197 25\3 281
m/z--> 55 160 1éo 200 250 360 3%0 16.00 16.20 16.40 16.60

8270-BF072716.M Fri Jul 29 16:41:00 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 unknownl6.27 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.27 3.08 ng 45076 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000508-55-4 45
2 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 42
3 2,6,10-Cycloundecatrien-1-one, 2... 218 C15H220 000471-05-6 38
4 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 25
5 Guaia-3,9-diene 204 C15H24 000489-83-8 25
Abundance Scan 1285 (16.274 min): BF089384.D (-1283) (-) m/z 204.15 100.00%
204
135
- 105 180 269
5000 1o 173 301
53 53 231 316

16.00 16.20 16.40 16.60

258

m/z 135.10 69.66%

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

Abundance #64522: 1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-...
41
o1 161 204
121
67 R e
5000 189 16.00 16.20 16.40 16.60
1 m/z 105.10 65.22%
L

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

Abundance
204
91 133 LIS L L L B L L L L L
41 107 189 16.00 16.20 16.40 16.60
5000 161 m/z 107.10 65.22%
69
26
Wmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75922: 2,6,10-Cycloundecatrien-1-one, 2,6,9,9-tetramethyl... B R
41 9 135 16.00 16.20 16.40 16.60
m/z 205.10 62 .54%
218
5000 67
150
2 1 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_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 unknownl6.62 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.62 3.07 ng 45013 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,9-Heptadecadiene-4,6-diyn-8-ol... 244 C17H240 050816-77-8 10
2 4-Methoxy-1,2-naphthoquinone 188 C11H803 018916-57-9 10
3 2,9-Dimethyl-2,3,4,5,6,7-hexahyd... 203 C14H21N 077581-11-4 10
4 2-Butenoic acid, 4,4,4-trichloro... 216 C6H7CI1302 1000141-97-7 10
5 Silane, dimethyl(2,2-dichloroeth... 244 C8H18CI202Si 1000347-61-0 10
Abundance Scan 1315 (16.617 min): BF089384.D (-1312) (-) m/z 95.10 100.00%
43 9 120 143 143
57 157 931
79 203 253 ogo
5000
‘ H| 89 " 16.40 16.60 16.80 17.00
R s R m/z 143.10 93.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97555: 2,9-Heptadecadiene-4,6-diyn-8-ol, (Z,E)-
M 91 159
55 117

131145

5000
16.40 16.60 16.80 17.00

m/z 120.00 89.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
102 160
AR e o
16.40 16.60 16.80 17.00
5000 m/z 43.10 87.67%
130
50 75
146 188
wwmmﬁwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63450: 2,9-Dimethyl-2,3,4,5,6,7-hexahydro-1H-2-benzazonine R A BEREE R
203 16.40 16.60 16.80 17.00
70 98 m/z 129.00 83.56%

5000

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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089384.D

Acq On 29 Jul 2016 1:37

Operator : UM/SJ

Sample : H4216-04

Misc :

ALS Vial : 20 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... 4.64 17.4 ng 242424 1 6.52 277940 20.0
unknown6 .30 6.30 89.3 ng 1240960 1 6.52 277940 20.0
n-Hexadecanoic acid 11.59 3.6 ng 79068 4 11.03 437770 20.0
unknownl12 .86 12.86 2.5 ng 68040 5 13.65 548613 20.0
1-Heneicosanol 13.52 4.8 ng 133081 5 13.65 548613 20.0
Ditetradecyl ether 14.15 2.8 ng 77394 5 13.65 548613 20.0
Octadecanal 14.56 3.4 ng 49054 6 14.98 292911 20.0
Hexadecane 14.72 4.8 ng 69660 6 14.98 292911 20.0
Benz[e]acephenant... 14.88 4.6 ng 67680 6 14.98 292911 20.0
Hexadecanal 15.19 3.1 ng 44853 6 14.98 292911 20.0
unknown15.25 15.25 3.2 ng 46229 6 14.98 292911 20.0
2-methyloctacosane 15.38 9.1 ng 132477 6 14.98 292911 20.0
n-Tetracosanol-1 15.43 3.1 ng 45764 6 14.98 292911 20.0
unknown15.87 15.87 2.3 ng 34229 6 14.98 292911 20.0
Pentadecanal - 16.00 2.4 ng 34562 6 14.98 292911 20.0
Pentacosane 16.24 2.2 ng 32405 6 14.98 292911 20.0
unknownl16.27 16.27 3.1 ng 45076 6 14.98 292911 20.0
unknownl16.62 16.62 3.1 ng 45013 6 14.98 292911 20.0
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