LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On : 16 Jul 2016 14:08

Operator : UM/SJ

Sample : H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.644 4 5 14 rVB 132491 232536 13.68% 1.337%
2 1.770 14 16 21 rBv 805736 1219561 71.72% 7.011%
3 4.810 279 282 286 rBV 154530 239189 14.07% 1.375%
4 4.947 286 294 300 rvVv 10102 36471 2.14% 0.210%
5 5.256 319 321 324 rBVY 1050860 1471301 86.53% 8.458%
6 5.656 354 356 358 rBB 20580 17354 1.02% 0.100%
7 6.319 411 414 417 rBV 1274759 1421760 83.62% 8.173%
8 6.433 422 424 427 rVV 1547182 1429515 84.07% 8.218%
9 6.662 442 444 446 rBV 470575 375845 22.10% 2.161%
10 6.822 455 458 460 rBV 1425953 1311502 77.13% 7 .539%

11 7.233 491 494 496 rBvV 958506 1028922 60.51% 5.915%
12 7.359 500 505 507 rBB 28908 36704 2.16% 0.211%
13 7.942 554 556 559 rBvV 344337 460823 27.10% 2.649%
14 9.028 648 651 654 rBVY 1751756 1700356 100.00% 9.775%
15 9.428 683 686 688 rBvV 727640 690186 40.59% 3.968%

16 9.702 707 710 712 rBV 571610 529656 31.15% 3.045%

17 10.148 748 749 751 rVB 29147 22253 1.31% 0.128%
18 10.491 776 779 781 rBV 734544 775785 45.62% 4._.460%
19 10.616 789 790 794 rVB 30163 37764 2.22% 0.217%
20 11.062 827 829 831 rBV 34889 43710 2.57% 0.251%
21 11.176 837 839 840 rBV 524392 420447 24.73% 2.417%
22 11.199 840 841 842 rVB 43206 29639 1.74% 0.170%
23 11.256 842 846 849 rVB4 19143 37926 2.23% 0.218%
24 11.428 858 861 864 rBvV 43848 66334 3.90% 0.381%
25 11.496 864 867 870 rvVB 26770 35395 2.08% 0.203%
26 11.725 886 887 891 rvv2 27395 38867 2.29% 0.223%
27 11.782 891 892 897 rvB2 13178 18817 1.11% 0.108%
28 12.239 929 932 935 rBV2 10104 19956 1.17% 0.115%
29 12.377 942 944 947 rVB 72154 81408 4._.79% 0.468%
30 12.605 961 964 966 rBV 92788 89352 5.25% 0.514%
31 12.765 975 978 980 rBV 1331694 1230437 72.36% 7.073%
32 13.005 995 999 1001 rBV2 16813 30915 1.82% 0.178%
33 13.245 1017 1020 1024 rVB 21590 35006 2.06% 0.201%

34 13.680 1055 1058 1063 rVB 72726 125121 7.36% 0.719%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On : 16 Jul 2016 14:08

Operator : UM/SJ

Sample : H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.805 1066 1069 1070 rBV 410329 453261 26.66% 2.606%

36 13.828 1070 1071 1073 rVvV 40329 34023 2.00% 0.196%
37 13.920 1076 1079 1080 rVvVv 13843 25225 1.48% 0.145%
38 14.000 1084 1086 1090 rVB3 13367 27953 1.64% 0.161%
39 14.308 1110 1113 1118 rBV2 45224 66189 3.89% 0.380%
40 14.422 1121 1123 1126 rVB3 12608 23116 1.36% 0.133%
41 14.571 1133 1136 1138 rBV 73221 90248 5.31% 0.519%
42 14.720 1147 1149 1153 rVB 50885 53129 3.12% 0.305%
43 14.800 1153 1156 1160 rBV 41255 89935 5.29% 0.517%
44 14.891 1162 1164 1165 rBV 72659 78066 4 _.59% 0.449%
45 15.063 1177 1179 1182 rVB 27222 38967 2.29% 0.224%
46 15.108 1182 1183 1186 rVB 30025 38052 2.24% 0.219%
47 15.177 1186 1189 1191 rBV 207155 300915 17.70% 1.730%
48 15.394 1206 1208 1212 rVB 57749 93215 5.48% 0.536%
49 15.611 1224 1227 1229 rBV 126493 195269 11.48% 1.123%
50 15.657 1229 1231 1234 rVB4 17185 27955 1.64% 0.161%
51 16.297 1284 1287 1289 rBV2 26140 47169 2.77% 0.271%
52 16.445 1297 1300 1307 rBV2 13882 35894 2.11% 0.206%
53 16.560 1307 1310 1312 rBV2 12811 29094 1.71% 0.167%
54 16.606 1312 1314 1320 rVB6 18737 54154 3.18% 0.311%
55 16.823 1331 1333 1340 rBV 11069 30003 1.76% 0.172%
56 16.960 1342 1345 1351 rVB5 24713 69342 4.08% 0.399%
57 17.520 1392 1394 1400 rVB6 11959 30629 1.80% 0.176%
58 17.840 1418 1422 1429 rVB3 32278 85464 5.03% 0.491%
59 18.080 1441 1443 1446 rBvV4 8316 20046 1.18% 0.115%
60 18.709 1496 1498 1499 rBV2 9950 17552 1.03% 0.101%
Sum of corrected areas: 17395678
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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\BF071616\
BF089053.D

16 Jul 2016 14:08

UM/SJ

H3951-20

8 Sample Multiplier: 1

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

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089053.D
6.43
1500000 6.82
6.32
5.26
1000000 7.23
1.77
500000 6.66
1.6 4.81
A4% 5.66 7.36
o e
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: BF089053.D
9|03
1500000
12.77
1000000
9.43 10.49
9.70 11.18
500000
7.94
12.61
1015 ||10.62  11.0429Eh4301179g 12,%2['38 i 13.0113.25
ottt et e A e e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089053.D
1500000
1000000
500000{ 13.81
15.18
15.61
14.5 g 15.39
13 6 o570 1484, 2 i 66 16.36, 156116.45.96 17.52 17.841808 18.71
O i T e 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\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.81 12.73 ng 239189 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 282 (4.810 min): BF089053.D (-279) (-) m/z 43.10 100.00%
43
59
5000
101 N
ey 83 440 4.60 4.80 5.00 5.20 '
) R R SR AN AL RRARA RAREA RARAN AARAN AALA SALRS RS RARRY m/z 59.10 65.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 UBREEE LR R RS L
440 4.60 4.80 5.00 5.20
m/z 101.10 25.14%
31 83 g3 101
O P T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
440 460 480 500 520
5000 m/z 58.10 15.99%
101
15 58
0 28 69 84
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 e
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.65%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.40 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown6.43 Concentration Rank 1

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

6.43 76.07 ng 1429520 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 424 (6.433 min): BF089053.D (-422) (-) m/z 132.00 100.00%
32
5000 68
96 R R S L U
40 47 ‘| B 104 .0 6.00 6.20 6.40 6.60 6.80
0.,....,....I'!...,!...,.!.'.,....,....,...'.,.'!..,....,....,'...,.. m/z 68.10 47.89%
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 R RS B UL
6.00 6.20 6.40 6.60 6.80
3, 5 78 m/z 134.00 32.14%
0'P'”I”JM'h'm'”l”'“'”'v”'v'”l”'W'”'P'”I“"”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.10 31.14%
33 am g7 105
51 60 70 78 g 115
O R R ot o B e AR ARa R
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile A B e A LR
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 19.95%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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 Octadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.06 2.08 ng 43710 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 72
2 Pentadecane 212 C15H32 000629-62-9 64
3 Heptadecane 240 C17H36 000629-78-7 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 59
Abundance Scan 829 (11.062 min): BF089053.D (-827) (-) m/z 57.10 100.00%
g7
43
71
5000
110.80 11.00 11.20 1140
0! m/z 43.10 71.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105884: Octadecane
43 57
71
5000 85 L UL BRI SULRLLE R
10 80 11. 00 11.20 11.40
- 99 m/z 71.10 63.59%
o | ) 11‘3127141155169183197211225 254
m/z--> ﬁo 45 eb éo 160 150 1&0 160 180 200 220 250 2éo
Abundance
57
43 SRS SN SUNRE I
71 10.80 11.00 11.20 11.40
5000 g5 m/z 85.10 43.47%
29 9
ol 15 113127141155169183 212
m/z--> ﬁo 45 eb éo 160 150 1&0 160 180 200 220 250 2éo
Abundance #94345: Heptadecane LANLL I L L L L B
57 10.80 11.00 11.20 11.40
43 m/z 41.10 40.76%
71
5000 85
29 99
0 \‘ h\ \\ Il ‘ 1:‘I\-3 127 141 155 169182 196 210 240
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 220 24'10 260 10 80 11. 00 11. 20 11'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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 5-Octadecene, (E)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.43 3.16 ng 66334 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 86
2 Cvclopentane. l-ethvl-2-methvl-.... 112 C8H16 000930-89-2 83
3 1-Hexadecanol 242 C16H340 036653-82-4 83
4 Cetene 224 C16H32 000629-73-2 74
5 n-Tridecan-1-ol 200 C13H280 000112-70-9 64
Abundance Scan 861 (11.428 min): BF089053.D (-858) (-) m/z 55.10 100.00%
4 55 | [ W
5000
111
125 HR DAL BN R B
11.20 11.40 11.60 11.80
o} m/z 69.10 95.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104186: 5-Octadecene, (E)-
55
4 69 g3
5000 97 L B I R B
11,20 11.40 11.60 11.80
111 m/z 83.10 91.37%
ZT | ‘ N | 1139154 252
bbbl T30 150168161198 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
41 83 HRA AR BN RN B
11.20 11.40 11.60 11.80
5000 70 m/z 43.10 79 .56%
27
112
oh14 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95980: 1-Hexadecanol R B A B
5 &9 11.20 11.40 11.60 11.80
41 83 m/z 97.10 78.32%
97
5000
111
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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 Tetracosyl heptafluorobutyrate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.68 5.52 ng 125121 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 94
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90
Abundance Scan 1058 (13.680 min): BF089053.D (-1055) (-) m/z 57.10 100.00%
57
I /\'/\/\%J\Jw
5000
111
139147 13.40 13.60 13.80 14.00
okl m/z 43.10 80.27%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate
57
5000 L UL BN I SULE
1340 13.60 13.80 14.00
125 m/z 83.10 73.75%
0 ??¢ “‘ hh \h “9196222250278308336 381 532
m/z--> 50 150 200 250 300 350 400 450 500
Abundance
57 g7
1340 13.60 13.80 14.00
5000 m/z 97.10 73.04%
125
o 29 153182210238266 311 412
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235928: Octacosyl trifluoroacetate B A RRREE R
57 13.40 13.60 13.80 14.00
m/z 55.10 72.82%
97
5000
125
o 29 l 153181208 250278306334 364392 437 488
m/z--> 5'0 100 150 200 250 300 350 400 450 500 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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 Cyclopentane, (4-octyldodec... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.31 2.92 ng 66189 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. (4-octvldodecvI)- 350 C25H50 005638-09-5 83
2 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 81
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 74
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 70
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 70

Abundance Scan 1113 (14.308 min): BF089053.D (-1110) (-) m/z 57.10 100.00%

83
5000
240 L e e e
3 138155 185 215 281 14.00 14.20 14.40 14.60
Orrrrrfir m/z 43.10 75.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #184207: Cyclopentane, (4-octyldodecyl)-
43
5000 LA L L L L L LB L |
14.00 14.20 14.40 14.60
m/z 55.10 68.27%
236
o 167 195212 253 278 307 350
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
83 R R IREEE SRS SRS R R
14.00 14.20 14.40 14.60
5000 11 m/z 83.10 65.23%
29

139
167 196 224 253271 89307325

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #95994: 1-Decanol, 2-hexyl- S EA R A REBARR
57 14.00 14.20 14.40 14.60

m/z 97.10 58.17%

5000

39 139 168 196 224
rrrefi e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14.40 14.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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 9-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .57 6.00 ng 90248 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 93
2 Dodecanamide 199 C12H25N0 001120-16-7 43
3 Decanamide- 171 C10H21NO 002319-29-1 43
4 7-Nonenamide 155 C9H17NO 090949-53-4 38
5 Tetradecanamide 227 C14H29NO 000638-58-4 38

Abundance Scan 1136 (14.571 min): BF089053.D (-1133) (-) m/z 59.10 100.00%

5000

81 95
112128 150 167 190 213 240255 281 14.20 14.40 14.60 14.80

0 m/z 72.10 81.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
A A
5000 41 L IR B I IS

14.20 14.40 14.60 14.80
m/z 55.10 54.05%

2

81
98 112126140154 170184198 221 238 264 281

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
T T
14.20 14.40 14.60 14.80
5000 m/z 41.10 34.16%
28 43
73

1001141281 45156170 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38977: Decanamide- R R RREEEEa
59 14.20 14.40 14.60 14.80
m/z 43.10 32.37%
5000
43
86
L35 2 I | 5 100114128142,56 111
T R R R s R R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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 Octadecanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.72 3.53 ng 53129 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
3 Tetradecanal 212 C14H280 000124-25-4 87
4 16-Octadecenal 266 C18H340 056554-87-1 86
5 Hexadecanal 240 C16H320 000629-80-1 86

Abundance Scan 1149 (14.720 min): BF089053.D (-1147) (-) m/z 57.10 100.00%

82

5000

-

109

e
183138152 171187 5 239254 14.40 14.60 14.80 15.00

m/z 82.10 87 .79%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117607: Octadecanal

96

£y
xQ
N
%

5000

14.40 14. 60 14. 80 15.00
109 m/z 43.10 83.97%

123
137 152166180194208222 250 Hgg

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 M\J
Abundance
43 82
96 A DN N SR BN
57 14.40 14.60 14.80 15.00
5000 29 m/z 55.10 67.86%

109

HF

24138
152166180194208222236250 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71297: Tetradecanal R R ma AR

43 57 82 14.40 14.60 14.80 15.00

m/z 96.10 59.17%
5000
29
110
168
oL 15 124138157 194 212
- IIIIIIIIIIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.40 14.60 14.80 15.00

8270-BF063016.-M Mon Jul 18 16:52:47 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.89 5.19 ng 78066 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 81
2 Heneicosane 296 C21H44 000629-94-7 74
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 74
4 Hexacosane 366 C26H54 000630-01-3 74
5 Docosane 310 C22H46 000629-97-0 72
Abundance Scan 1164 (14.891 min): BF089053.D (-1162) (-) m/z 57.10 100.00%
57
252
] Il [ Jos e 225 | 14.60 14.80 15.00 15.20
ol ik e m/z 71.10 74 .06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 L B SR SULLE B
14.60 14.80 15. 00 15 20
”3 m/z 43.10 61.90%
m/z--> 55 1%0 260 2%0 360 3%0 460 !
Abundance
57
o ' 14.60 14.80 15.00 15.20
5000 m/z 85.10 56.02%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- RS BE
57 14.60 14.80 15.00 15.20
m/z 252.10 29.26%
5000 85
‘ J tﬂ1}3wlﬂl 169 2}1
0::::|||||‘|||‘||||||||||||||||||||||||
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4(')0 ! 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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 Pentadecanal- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.39 6.20 ng 93215 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 81
2 14-Octadecenal 266 C18H340 056554-89-3 80
3 Tetradecanal 212 C14H280 000124-25-4 74
4 1.19-Eicosadiene 278 C20H38 014811-95-1 72
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 52

Abundance Scan 1208 (15.394 min): BF089053.D (-1206) (-) m/z 57.10 100.00%

5000

.

138152167 187202 221 239 15.00 15.20 15.40 15.60 15.80
ol 281 m/z 82.05 78.87%

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

Abundance #82955:; Pentadecanal-

57 82

111

41

96

:

5000 B Ra e
15.00 15.20 15.40 15.60 15.80
2 110 m/z 43.10 77.09%
. 124138152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 82
43 s e R e
96 15.00 15.20 15.40 15.60 15.80
5000 m/z 55.10 67 .76%
2 1004 147 221 252
15 168182 207777 5377 267

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71297: Tetradecanal B Ra e
15.00 15.20 15.40 15.60 15.80
m/z 83.10 55.60%

5000

-

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60 15.80

8270-BF063016.-M Mon Jul 18 16:52:49 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.61 12.98 ng 195269 Perylene-di12 15.18
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 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 1227 (15.611 min): BF089053.D (-1224) (-) m/z 57.10 100.00%
57
85
5000
LRSI BRI SRR DU B
155 183 15.20 15.40 15.60 15.80 16.00
0 |,I 1 1| Lasg > 20 21281 266 m/z 71.10 76.87%
miz--> 0 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 R R DU B
15 20 15. 40 15. 60 15. 80 16 00
m/z 43.10 60.71%
. 291 } Ll H m341?1 169 197 225 253 295 323 367
miz--> 0 éo 100 1éo 260 2éo 360 3éo '
Abundance
57
15:20 15.40 15.60 15.80 16.00
5000 85 m/z 85.10 57.46%
0 29 13 141 169 197 225 267 295 365 393
miz--> 0 éo 160 1éo 260 250 360 3%0 '
Abundance #141425: Heneicosane R B R
57 15.20 15.40 15.60 15.80 16.00
m/z 55.10 22.66%
29
ol 113 141 160 107 225 253 296
miz--> 0 % 1& 1% 2& 2% 3& 3% ' mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Bicyclo[10.8.0]eicosane, cis- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.30 3.14 ng 47169 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 60
2 Octadecanal 268 C18H360 000638-66-4 53
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 49
4 Methanamine. N-I3-methvl-2-buten... 97 C6H11N 1000196-86-4 38
5 3-Cyclopentene-l-acetaldehyde, 2... 124 C7H802 051905-39-6 35
Abundance Scan 1287 (16.297 min): BF089053.D (-1284) (-) m/z 82.10 100.00%
2

5000
175 193 16.00 16.20 16.40 16.60
0 m/z 57.10 95.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126196: Bicyclo[10.8.0]eicosane, cis-
82 96
5000 LN N N N B B

16.I00 16!20 16.I40 16!60
m/z 43.10  79.94%

10124
1381521 661801942082222362°°

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
96 AR DR DA
16.00 16.20 16.40 16.60
5000 m/z 96.05 69.71%

29
110

124

o 138152166180194208222 250 Hpg
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl- R EEEER RS S
16.00 16.20 16.40 16.60

m/z 83.10 64 .77%

5000

29 12

152166180194 211

236250 268
L e e e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60

8270-BF063016-M Mon Jul 18 16:52:51 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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 Dibenzo[def,mno]Jchrysene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

16.45 2.39 ng 35894 Perylene-di12 15.18

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 60

2 Phenol. 2-(4-chlorophenvliminome... 276 C13H9CIN203 1000262-90-3 58

3 2-Thiophenecarbaldehvde. 5-I5-(t... 276 C13H80S3 1000217-28-5 50

4 5H-Thiazolol3.2-alpvrimidin-5-on... 276 C13H9CIN20S 023429-91-6 50
5 2-{[(4-Chlorophenyl)imino]methyl... 276 C13H9CIN203 303215-49-8 49

Abundance Scan 1300 (16.445 min): BF089053.D (-1297) (-) m/z 276.10 100.00%
5000
16.20 16.40 16.60 16.80
0 m/z 277.10 26.69%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124622: Dibenzo[def,mno]chrysene
276
5000 LI I L L L L L L L L
16.20 16.40 16.60 16.80
138 m/z 278.10  26.64%
45 63 77 90 105 124 M 153 170183 201 222237252 |
e e e e e e e e e
m/z--> 40 60 80 100 120 140 160 180 =200 220 240 260 280
Abundance
276
e e e
16.20 16.40 16.60 16.80
5000 m/z 274.10 22 .47%
111
259
0 75 138 167 »o1 230
ol 37 o1 125 | 154 | 183 " 215 | 246
B RN AR B a e e L e AR B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124008: 2-Thiophenecarbaldehyde, 5-[5-(thien-2-yl)thien-2... R  EAmm mdmme e
276 16.20 16.40 16.60 16.80
m/z 138.00 18.63%
5000
203
45 69
82 95108 127 145 171 190 | 216231 247
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80

8270-BF063016-M Mon Jul 18 16:52:51 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 unknownl6.61 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.61 3.60 ng 54154 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I1.2.41Triazolol4.3-blpvridazin-... 229 C11H11N50 1000338-08-6 22
2 1.4-Heptadiene. 3-methvl- 110 C8H14 001603-01-6 12
3 1.2-Dipropvilcvclopropene 124 C9H16 010306-92-0 12
4 1H-3a.7-Methanoazulene. octahvdr... 206 C15H26 025491-20-7 10
5 2-Cyclohexen-1-one, 4-ethyl-4-me... 138 C9H140 017429-32-2 10
Abundance Scan 1314 (16.606 min): BF089053.D (-1312) (-) m/z 55.10 100.00%
5 8l
187
117 145 173 213
5000 229 255 279
4 16.20 16.40 16.60 16.80 17.00
b m/z 81.10 95.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85002: [1,2,4]Triazolo[4,3-b]pyridazin-8-amine, N-(2-fura...
81 229
53
5000 R U UM UL R
174 16,20 16.40 16.60 16.80 17.00
39 % 200 m/z 95.10  79.23%
0 . ?7”,....,”.1?9.......,....“....?ﬁ4.... N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
67 LIRS RIS SUNIL BRI B
41 95 16.20 16.40 16.60 16.80 17.00
so00] 27 m/z 97.10 69.37%
110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10660: 1,2-Dipropylcyclopropene A
67 81 95 16.20 16.40 16.60 16.80 17.00
- m/z 187.10 59.39%
5000 53
124
H 109
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80 17.00

8270-BF063016-M Mon Jul 18 16:52:52 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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 unknownl6.96 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

16.96 4.61 ng 69342 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ledene oxide-(C11) 220 C15H240 1000159-36-7 22
2 2.9-Heptadecadiene-4.6-divn-8-ol... 244 C17H240 050816-77-8 14
3 Methvl 9.1l1ll-octadecadivnoate 290 C19H3002 1000336-48-0 12
4 Methyl 8.l1l0-octadecadivnoate 290 C19H3002 1000336-48-2 12
5 Carbonic acid, propargyl 2,2,2-t... 230 C6H5CI1303 1000325-65-3 12
Abundance Scan 1345 (16.960 min): BF089053.D (-1342) (-) m/z 43.10 100.00%

43
213
5000 7 20
134 171 187 267
Hﬁ\ll H| | 16,60 16,80 17.00 17.20

Obrr et e AL m/z 105.00 60.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77521: Ledene oxide-(ll)
3

5000

16.60 16.80 17.00 17.20
m/z 213.10  58.55%

69 9,4 159
131145

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 o1 159
55 117 L L R
131145 16.60 16.80 17.00 17.20
5000 77 173 m/z 107.10 57.64%
27

. 187201215229 244
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #136363: Methyl 9,11-octadecadiynoate R e EEaE L
16.60 16.80 17.00 17.20
m/z 91.05 52.88%

55
5000

173187 205220
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 60 16. 80 17. 00 17.20

8270-BF063016.-M Mon Jul 18 16:52:53 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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 unknownl7.52 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
17.52 2.04 ng 30629 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Chloromethvl 9-chloroundecanoate 268 C12H22C1202

080418-95-7 27

2 Cvclohexanone. 3-ethvl- 126 C8H140 022461-89-8 14
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 11
4 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 11
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 11
Abundance Scan 1394 (17.520 min): BF089053.D (-1392) (-) m/z 83.10 100.00%
5000
17.20 17.40 17.60 17.80
0 m/z 82.10 83.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #116856: Chloromethyl 9-chloroundecanoate
55
41
5000 69 97 LA L L L L L L L L
8 | 108 17.20 17.40 17.60 17.80
124 m/z 55.10 70.74%
il e
0...,....‘,‘..‘.‘”‘,. ‘.“ leu\l\”\ ‘ “...,....2,0.3...
m/z--> 20 40 100 120 140 160 180 200
Abundance
83
41
97 L BRI UL SURRUE SRR
17.20 17.40 17.60 17.80
5000 55 m/z 69.10 63.81%
27 70 126
111
S L B SR S WAL IR B LRI R B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3395: 2-Pentene, 3,4-dimethyl-, (2)- T
55 8, 17.20 17.40 17.60 17.80
m/z 97.10 63.81%
5000 41
98
69
m/z--> 20 40 60 80 100 120 140 160 180 200 17.20 17. 40 17. 60 17.80

8270-BF063016.-M Mon Jul 18 16:52:54 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089053.D

Aca On 16 Jul 2016 14:08

Operator : UM/SJ

Sample = H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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 unknownl7.84 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.84 5.68 ng 85464 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Beta-(0-methoxvphenoxv)cinnamic ... 270 C16H1404 1000243-81-2 22
2 2.3-Diaminophenol 124 C6H8N20 059649-56-8 18
3 Phenol. 2.6-diamino- 124 C6H8N20 022440-82-0 14
4 Glutaric acid. ethyl 4-methoxvph... 266 C14H1805 1000358-73-6 14
5 Benzenemethanol, 3-hydroxy- 124 C7H802 000620-24-6 14
Abundance Scan 1422 (17.840 min): BF089053.D (-1418) (-) m/z 124.05 100.00%

5000

17.60 17.80 18.00 18.20

0 m/z 43.10 52.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119122: Beta-(O-methoxyphenoxy)cinnamic acid
24
5000 LA L B L LB L L B B
17.60 17.80 18.00 18.20
0
o 77 109 148 270 m/z 229.20 45_.01%
o2z St o5/ | | 165181195210226 252 |
R o e e e AAXEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124 ﬂ
e
17.60 17.80 18.00 18.20
5000 5> m/z 57.10 27 .63%
79
28 95
o 109
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10332: Phenol, 2,6-diamino- R AR RRRES T
124 17.60 17.80 18.00 18.20
m/z 148.10 26.61%
5000
0,27‘,“,“;“, “... L | .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071616\
Data File : BF089053.D

Acq On : 16 Jul 2016 14:08

Operator : UM/SJ

Sample - H3951-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.81 12.7 ng 239189 1 6.66 375845 20.0
unknown6 .43 6.43 76.1 ng 1429520 1 6.66 375845 20.0
Octadecane 11.06 2.1 ng 43710 4 11.18 420447 20.0
5-Octadecene, (E)- 11.43 3.2 ng 66334 4 11.18 420447 20.0
Tetracosyl heptaf... 13.68 5.5 ng 125121 5 13.81 453261 20.0
Cyclopentane, (4-... 14.31 2.9 ng 66189 5 13.81 453261 20.0
9-Octadecenamide, ... 14.57 6.0 ng 90248 6 15.18 300915 20.0
Octadecanal 14.72 3.5 ng 53129 6 15.18 300915 20.0
Hentriacontane 14 .89 5.2 ng 78066 6 15.18 300915 20.0
Pentadecanal - 15.39 6.2 ng 93215 6 15.18 300915 20.0
Hexacosane 15.61 13.0 ng 195269 6 15.18 300915 20.0
Bicyclo[10.8.0]ei... 16.30 3.1 ng 47169 6 15.18 300915 20.0
Dibenzo[def,mno]c... 16.45 2.4 ng 35894 6 15.18 300915 20.0
unknownl6.61 16.61 3.6 ng 54154 6 15.18 300915 20.0
unknownl16 .96 16.96 4.6 ng 69342 6 15.18 300915 20.0
unknownl17 .52 17.52 2.0 ng 30629 6 15.18 300915 20.0
unknownl7 .84 17.84 5.7 ng 85464 6 15.18 300915 20.0
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