LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121616\

Data File : BF091689.D

Aca On : 16 Dec 2016 22:50 Instrument :
Operator : UM/SJ BNA_F

Sample - H6099-16 ClientSampleld :
Misc : TP13-1.5FT

ALS Vial : 18 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-BF120916.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 4.258 188 190 194 rBvV 61409 80369 1.41% 0.150%
2 4.944 246 250 252 rBVY 1577206 2585959 45.29% 4.821%
3 5.379 285 288 290 rBVY 4741597 5003629 87.63% 9.329%
4 6.419 376 379 382 rBVY 3329753 3466344 60.71% 6.463%
5 6.544 387 390 392 rBVY 3988480 3526970 61.77% 6.576%
6 6.773 408 410 412 rBV 1264635 1060049 18.56% 1.976%
7 6.933 421 424 426 rBV 4195127 4109152 71.96% 7.661%
8 7.345 456 460 462 rBVY 2401434 3598122 63.01% 6.709%
9 8.065 520 523 525 rBVY 1503680 1990955 34.87% 3.712%
10 8.465 555 558 565 rVB 78207 147409 2.58% 0.275%

11 9.139 614 617 619 rBV 6426099 5710098 100.00% 10.646%
12 9.528 649 651 654 rBvY 435932 446387 7.82% 0.832%
13 9.813 673 676 678 rBV 2227548 2103003 36.83% 3.921%
14 10.019 692 694 698 rBvV 42773 62341 1.09% 0.116%
15 10.248 713 714 716 rVB 96960 98458 1.72% 0.184%

16 10.602 742 745 747 rBV 2217378 2800708 49.05% 5.222%
17 10.728 754 756 760 rBV 126432 191647 3.36% 0.357%
18 11.173 791 795 796 rBV 123573 147567 2.58% 0.275%
19 11.253 800 802 803 rBvV 211712 210839 3.69% 0.393%
20 11.288 803 805 809 rvv 1898527 2010577 35.21% 3.749%

21 11.356 809 811 814 rVB3 39492 71423 1.25% 0.133%
22 11.596 830 832 837 rVvB 70640 84748 1.48% 0.158%
23 11.756 844 846 848 rBV 111224 158694 2.78% 0.296%
24 11.791 848 849 851 rvv 124707 163431 2.86% 0.305%
25 11.836 851 853 857 rvv2 504648 750863 13.15% 1.400%

26 11.905 857 859 863 rvv2 40876 103967 1.82% 0.194%
27 12.008 863 868 873 rvv2 184295 304399 5.33% 0.568%
28 12.088 873 875 881 rVB5 31020 77799 1.36% 0.145%
29 12.499 909 911 913 rBV 228618 236192 4.14% 0.440%
30 12.614 919 921 924 rBV 130090 148735 2.60% 0.277%

31 12.728 927 931 932 rVB2 142408 202611 3.55% 0.378%
32 12.785 932 936 938 rvB2 90858 119429 2.09% 0.223%
33 12.877 941 944 946 rBV 4254012 3903827 68.37% 7.279%
34 13.345 983 985 988 rVvB3 81893 114358 2.00% 0.213%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121616\

Data File : BF091689.D

Aca On : 16 Dec 2016 22:50 Instrument :
Operator : UM/SJ BNA_F

Sample - H6099-16 ClientSampleld :
Misc : TP13-1.5FT

ALS Vial : 18 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-BF120916.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.437 991 993 994 rBV 71061 78977 1.38% 0.147%
36 13.665 1010 1013 1017 rBV6 29697 83562 1.46% 0.156%

37 13.779 1020 1023 1026 rVB 374451 519263 9.09% 0.968%
38 13.917 1032 1035 1042 rBV 1073221 1376716 24.11% 2.567%
39 14.019 1042 1044 1046 rVB2 57617 80958 1.42% 0.151%
40 14.111 1046 1052 1055 rBV7 80376 282974 4._.96% 0.528%

41 14.179 1055 1058 1059 rBV3 46014 84016 1.47% 0.157%
42 14.305 1064 1069 1070 rBV3 73692 203600 3.57% 0.380%
43 14.351 1070 1073 1074 rBV2 47790 85249 1.49% 0.159%

44 14.408 1074 1078 1080 rBV 163376 325250 5.70% 0.606%
45 14.534 1087 1089 1090 rBV2 55234 100041 1.75% 0.187%

46 14.568 1090 1092 1094 rVV3 95440 190314 3.33% 0.355%
47 14.602 1094 1095 1098 rVVv3 83488 146969 2.57% 0.274%
48 14.694 1098 1103 1104 rVvv4 110386 334525 5.86% 0.624%
49 14.774 1108 1110 1112 rVV 144772 269343 4.72% 0.502%
50 14.831 1113 1115 1121 rVV3 134913 436789 7.65% 0.814%

51 14.922 1121 1123 1129 rVB 132166 331604 5.81% 0.618%
52 15.014 1129 1131 1136 rBV3 278139 501968 8.79% 0.936%
53 15.208 1146 1148 1150 rVB 69880 84290 1.48% 0.157%
54 15.265 1150 1153 1155 rBV 85787 118108 2.07% 0.220%
55 15.322 1155 1158 1160 rBV 1018764 1253172 21.95% 2.337%

56 15.551 1176 1178 1181 rBV 93280 109779 1.92% 0.205%
57 15.768 1195 1197 1199 rVB 95665 123403 2.16% 0.230%
58 15.814 1199 1201 1205 rBvV4 62797 116414 2.04% 0.217%
59 16.500 1258 1261 1265 rBV2 122889 249571 4._.37% 0.465%
60 17.208 1320 1323 1328 rBV2 149939 356475 6.24% 0.665%

Sum of corrected areas: 53634389
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF091689.D
6000000

5000000 5.38

4000000

3000000

2000000

4.94

1000000

6.54
6.42

6.93

6.77

e .
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance TIC: BF091689.D
6000000

5000000

4000000

3000000
9.81 10.60

12.88

2000000 11.29
8.06
1000000
9.53
120987 131354413 6
8.46 mmm% 1073 11 %nml 909 517 413.6;
o J\I\ N@&

I
Time--> 8.00 8.50 9.00 9. 50 10 00 10. 50 11. OO 11. 50

12. OO 12.50

13.00 13.50

Abundance TIC: BF091689.D
6000000

5000000

4000000

3000000

2000000

1000000
16.50 17.21

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

e

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.94 48.79 ng 2585960 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 250 (4.944 min): BF091689.D (-246) (-) m/z 43.10 100.00%
43
59
5000
101 SN B S
460 4.80 5.00 5.20
83
o...,....,....,....',':...?.1.!],...‘??....,.~...,....-,....,....,....,....,...., m/z 59.10 62.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I UL L UL
59 460 480 500 520
m/z 101.10 23.87%
31 101
”'P'”P'”m““““'W“‘W'“W'“'ﬁi'ga'“'“v'”l””l“'w“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 15.57%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L B B B
43 460 4.80 5.00 5.20
m/z 41.05 9.39%
5000
101
15
27 & ‘
'“v“'v”m'“ww'Wth““b'“wgﬁw”'VHWH'WH“V'“V”'l USSR NUARINARAE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20

8270-BF120916.M Tue Dec 20 04:42:35 2016

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 2 unknown6.54 Concentration Rank 2

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

6.54 66 .54 ng 3526970 1,4-Dichlorobenzene-d4 6.77
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 390 (6.544 min): BF091689.D (-387) (-) m/z 132.00 100.00%
5000 68
620 6.40 6.60 6.80
B E e m/z 68.05 47 .21%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR R LRSS SRR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.97%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 680
5000 m/z 66.10 30.34%
33 44 o 105
60 '~ g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 19.51%
5000 98 116
SN -NM 8 .p®97.hq N . - Il?? SN G | GRS
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.84 7.47 ng 750863 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 853 (11.836 min): BF091689.D (-851) (-) m/z 73.00 100.00%
43 60 T
5000 129
213
43157171185199 227 256 11.60 11.80 12.00 12.20

m/z 60.00 79 .90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256

11.60 11.80 12.00 12.20

21 m/z 43.10 76.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 e R T ELEE
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 70.20%
29 185 228
87 101115 | 143,171
157 199213
R L e o e AL R e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37189: n-Decanoic acid T
60 73 11.60 11.80 12.00 12.20
m/z 41.10 59.21%
5000 41
129
N s
143 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl12.01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.01 3.03 ng 304399 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 43
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 38
3 11-Tricosene 322 C23H46 052078-56-5 38
4 1-Hexacosanol 382 C26H540 000506-52-5 38
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 38
Abundance Scan 868 (12.008 min): BF091689.D (-863) (-) m/z 57.10 100.00%

5000

:

11.60 11.80 12.00 12.20 12.40
m/z 43.10 91.45%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #153508: Pentafluoropropionic acid, hexadecyl ester
43
5000 69 s e e o S EERma

11,60 11.80 12.00 12.20 12.40
m/z 55.05 72.82%

il
NSRS SRR

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

i

Abundance
43
e
11.60 11.80 12.00 12.20 12.40
5000 o m/z 71.10 66.81%
97
27
125 154 181 205 224 252
WﬁTmWWWWWWWWWW
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene i i A m e
43 11.60 11.80 12.00 12.20 12.40
m/z 41.05 61.15%
5000 8
m
8| | | | 126 154 183 210 238 266 204 322
,””,.”“”w.”w””,””“”.”..””.”..”.”..””.”..”w” =S s
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1160 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.61 2.16 ng 148735 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52

Abundance Scan 921 (12.614 min): BF091689.D (-919) (-) m/z 43.10 100.00%

5000

185 241 L L L L L
261 284 303 12.20 12.40 12.60 12.80 13.00

m/z 73.00 97 .86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108843: Octadecanoic acid
43

5000 | ILI LENLL  LL LL B LL LB B
12.20 12.40 12.60 12.80 13.00
m/z 57.10 75.58%
2
Ll
S Aammnas Loy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
R B R REE B
12.20 12.40 12.60 12.80 13.00
5000 256 m/z 60.00 68.75%
129
27 97 157 213
58 113 185 228
mﬂmﬁmﬁrﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83686: Pentadecanoic acid B .
43 73 12.20 12.40 12.60 12.80 13.00
m/z 55.10 64 .52%
5000 129

I T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.78 7.54 ng 519263 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 95
3 Cvclopentadecane 210 C15H30 000295-48-7 93
4 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1023 (13.779 min): BF091689.D (-1020) (-) m/z 57.10 100.00%

57

5000

:

13.40 13.60 13.80 14.00
m/z 83.10 97.32%

168 196211 233249 280 318

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106398: 5-Eicosene, (E)-
55

%

83

13.40 13.60 13.80 14.00
m/z 43.05  93.09%

5000

‘ 126 153168 196 223 252 280
e

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

43

:

83 13.40 13.60 13.80 14.00
5000 m/z 55.05 92 ._.89%

111

67
126 154 180 09224 252

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

H-

Abundance #63051: Cyclopentadecane e AREEmaREE S
13.40 13.60 13.80 14.00
m/z 97.10 91.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Acetyl-5-(4-hydroxybenzyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.11 4_.11 ng 282974 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Acetvl-5-(4-hvdroxvbenzvl)-1-p... 323 C18H17N303 1000210-18-2 50
2 7H-Benzolclcarbazole 217 C16H11N 000205-25-4 46
3 11H-Benzolalcarbazole 217 C16H11N 000239-01-0 38
4 1H-Pvrrolol3.4-clauinoline-1.3(2... 217 C11H11N302 298688-31-0 38
5 2-Hydroxyamino-6-p-tolylpyrimidi... 217 C11H11N302 1000111-14-2 38
Abundance Scan 1052 (14.111 min): BF091689.D (-1046) (-) m/z 217.10 100.00%
217

5000

By

248265 285303 326 35, 13.80 14.00 14.20 14.40
m/z 57.10 56 .86%

1514gg 189

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129306: 3-Acetyl-5-(4-hydroxybenzyl)-1-phenyl-4,5-dihydro...
217
43 107
5000 77 LA L L L L L LN |
13.80 14.00 14.20 14.40
m/z 97.00 41 _.87%
‘ 146 174 323 b
! ‘w bk il 2o e | T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
217
A o
13.80 14.00 14.20 14.40
5000 m/z 55.00 36.93%
109
63 82 139 163 189
m’wmm’wwmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
T T T T T

Abundance #67508: 11H-Benzo[a]carbazole T
13.80 14.00 14.20 14.40

m/z 69.10 34 .64%

5000

3

139 163 189
M
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40

8270-BF120916.M Tue Dec 20 04:42:37 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benz[a]anthracene, 7-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.31 2.96 ng 203600 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlalanthracene. 7-methvl- 242 C19H14 002541-69-7 70
2 Benzlalanthracene. 12-methvl- 242 C19H14 002422-79-9 70
3 Chrvsene. 1l-methvl- 242 C19H14 003351-28-8 55
4 Chrvsene., 6-methvl- 242 C19H14 001705-85-7 55
5 Chrysene, 6-methyl- 242 C19H14 003697-24-3 55

Abundance Scan 1069 (14.305 min): BF091689.D (-1064) (-) m/z 242.10 100.00%

5000

|
207 “@ AL\J JL{_T_':}‘%G
9 120 151 176 s

3 77 14.00 14.20 14.40 14.60
m/z 241.10 39.85%
m/z--> 50 100 150 200 250 300 350
Abundance #83868: Benz[a]anthracene, 7-methyl-
242
5000 UL SRR BRI B

14.00 14.20 14.40 14.60
m/z 239.10 30.27%

27 45 63 94 }20139 163 187 216 |
R B
m/z--> 50 100 150 200 250 300 350
Abundance
242
_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—[

14.00 14.20 14.40 14.60

5000 m/z 57.10 28.71%
120
39 63 87 139 163 187 215 _,/va\Jxvmﬁ,qp,A“fo/v/\“‘
e
m/z--> 50 100 150 200 250 300 350
Abundance #83850: Chrysene, 1-methyl- B AL B A R o B
242 14100 1420 14.40 14.60

m/z 243.15 28 .39%

5000
120
27 63 95 | 163 187 215 M

m/z--> 50 100 150 200 250 300 350 14. OO 14 20 14. 40 14.60

8270-BF120916.M Tue Dec 20 04:42:38 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 10 Pentadecane Concentration Rank 10

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

14.41 4.73 ng 325250 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 83
3 Heptadecane 240 C17H36 000629-78-7 64

254 C16H3002
390 C20H39Bro02

056221-91-1 62
018992-03-5 58

4 13-Tetradecen-1-ol acetate
5 Bromoacetic acid, octadecyl ester

Abundance Scan 1078 (14.408 min): BF091689.D (-1074) (-) m/z 57.10 100.00%
g7
>0 T \/\/\J\WM
J e 14700 1420 1440 1460 1480
144 168 204 240 272292 337359 397 : : : : :
e '-|'i‘--,~ e b R Tm/z 43.10  76.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64575: Pentadecane
57
5000 LA L B L B L B L L L L
85 14100 1420 14.40 1460 14.80
29 m/z 55.10 58.29%
b 11 160 212
T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 e B N,
14.00 14.20 14.40 14.60 14.80
5000 m/z 71.10 55.88%
29 111
139 167 196 224 252 280
o o T
m/z--> 50 100 150 200 250 300 350 400
Abundance #82608: Heptadecane I RREEEEEES T
57 14.00 14.20 14.40 14.60 14.80
m/z 85.10 45 _.37%
85
5000
29
L ] | J1}34141‘169 197 240
e L L o ST, .
m/z--> 50 100 150 200 250 300 350 400 14100 1420 14.40 1460 14.80

8270-BF120916.M Tue Dec 20 04:42:38 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl14.57 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.76 ng 190314 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.10-Dodecadien-1-ol. 3.7.11-tri... 224 C15H280 020576-57-2 44
2 2.4.4-Trimethvl-3-(3-methvlbuta-... 206 C14H220 097452-05-6 25
3 Fenthion O-analoa 262 C10H1504PS 006552-12-1 25
4 4-(2.4-DimethvicvclohexvDbutan-... 182 C12H220 029230-18-0 25
5 3,5,9-Undecatrien-2-one, 6,10-di... 192 C13H200 013927-47-4 25
Abundance Scan 1092 (14.568 min): BF091689.D (-1090) (-) m/z 69.10 100.00%
% 109
163
5000 43 133 207 262 339
89 82 q
24 30031 374 S
g 14.20 14.40 14.60 14.80
m/z 109.10 80.96%
miz--> 0 50 100 150 200 250 300 350
Abundance #72446: 2,10-Dodecadien-1-ol, 3,7,11-trimethyl-, (2)-
41 69
109
5000 U S B B UL B
mmmmmmmm
- m/z 55.10 65.19%
135 163
.17.“.‘ ‘.“,““.‘ . ‘.‘H“‘ H “‘.‘“‘. M |"2'2'5' ———
miz--> 0 50 100 150 200 250 300 350
Abundance
109
206 RSN BURRUR UL B I
14.20 14.40 14.60 14.80
5000 a1 m/z 67.10 60.68%
81 137
T
miz--> 0 50 100 150 200 250 300 350
Abundance #95172: Fenthion O-analog R e EEaE L
15 14.20 14.40 14.60 14.80
m/z 81.10 60.48%
109
5000 262
JM m” L) H%n , ,1,8§|1,2%7, B e
miz--> 0 50 100 150 200 250 300 350 14.20 14. 40 14 60 14.80

8270-BF120916.M Tue Dec 20 04:42:39 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl14.60 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.60 2.14 ng 146969 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 8a.l0a-dimethvl-7-o0... 318 C20H3003 1000192-07-9 44
2 Aciphvllvl alcohol 220 C15H240 087745-29-7 15
3 Bicvclol2.2.1Theptane-2-carboxvl... 237 C15H27NO 1000275-83-9 15
4 3-Methvlthiophene-2.4-disulfonamide 256 C5H8N204S3 104096-86-8 14
5 Furan-2-carboxamide, N-[4-[3-(3-... 318 C19H14N203 304002-57-1 12
Abundance Scan 1095 (14.602 min): BF091689.D (-1094) (-) m/z 69.10 100.00%
69 95
207
43
5000 133 166 ya 258
297 327
192 |1 150169 77 354 A ARAR AR AR R
14.20 14.40 14.60 14.80 15.00
m/z 95.10 80.61%
m/z--> 50 100 150 200 250 300 350
Abundance #127161: Acetic acid, 8a,10a-dimethyl-7-oxohexadecahydrodi...
43
258
2000 g1 109 201 218 1420 1440 14160 1480 15,00
149 175 m/z 207.00 64.16%
232
s a5 30 |
m/z--> 50 100 150 200 250 300 350
Abundance
95
14:20 14.40 14.60 14.80 15.00
5000 189 m/z 111.10 58.45%
145
- 121 163 220
IIII"7?'I""I""I""IIIIIIIIII
m/z--> 50 100 150 200 250 300 350
Abundance #80473: Bicyclo[2.2.1]heptane-2-carboxylic acid (1-methyl-... A RREEE RS E ST
a4 95 14.20 14.40 14.60 14.80 15.00
m/z 43.10 56.12%
170
5000
67 123140
T
...lkhul‘k“‘i“.“bl .‘..‘.“l \I.llg'll‘ ‘ ——— N ; L R
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80 15.00

8270-BF120916.M Tue Dec 20 04:42:39 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .69 5.34 ng 334525 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 60
2 Nonadecane. 1l-chloro- 302 C19H39cClI 062016-76-6 55
3 Tridecane 184 C13H28 000629-50-5 43
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 35
5 Eicosane 282 C20H42 000112-95-8 35

Abundance Scan 1103 (14.694 min): BF091689.D (-1098) (-) m/z 57.10 100.00%

57

5000

207

2

14.40 14.60 14.80 15.00
m/z 43.10 76.95%

109
137 161 qgg 228,,7 279 302321

355

m/z--> 50 100 150 200 250 300 350
Abundance #91036: Octadecane

g

5000 85 LA L L L L L L LB
14.40 14.60 14.80 15.00
29 m/z 71.10 72.73%
h‘ | h | 1%“-3\14\.1‘169 197 225 254
L B e e e o LA N s e e s e s e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
R e BAEE ma e
14.40 14.60 14.80 15.00
5000 m/z 69.10 52.31%
29 85

105 133 161183203 231 259 302

m/z--> 50 100 15I0 200 25I0 3CI)O 350
Abundance #45541: Tridecane B L R m
57 14.40 14.60 14.80 15.00

m/z 55.10 49.01%

-

5000

N

©
(o]
()]

412 1m 18
T T T T II T I‘ T I IH I‘I T

1
m/z--> 50 100 150

| | I I
200 250 300 350 14.40 14.60 14.80 15.00

8270-BF120916.M Tue Dec 20 04:42:40 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.77 4.30 ng 269343 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90
2 Saualene 410 C30H50 007683-64-9 87
3 3.7.11-Tridecatrienoic acid. 4.8... 264 C17H2802 036237-70-4 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 000106-28-5 64
5 1,3-Dioxolan-2-one, 3-methyl-3-(... 264 C16H2403 336879-76-6 59

Abundance Scan 1110 (14.774 min): BF091689.D (-1108) (-) m/z 69.10 100.00%
60
5000 AVVﬁV\/A$V,Aj\Jk\,\JK\AJV\N
kR 2 253 14.40 14.60 14.80 15.00
317 : : : :
- .ll,-'.' ) .l||-,h L ' 170191, 2 L A . m/z 81.10 51.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 L L BN I B
a1 14.40 14.60 14.80 15.00
nl m/z 41.10 20.08%
Ly M I d\\ 175 203 231 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.40 14.60 14.80 15.00
5000 41 m/z 95.10 16.68%
%5 137 \/JA/\JJJVpJfoRMAV/WWV\ﬂA
161 191 217 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #96910: 3,7,11-Tridecatrienoic acid, 4,8,12-trimethyl-, me... T
69 14.40 14.60 14.80 15.00
m/z 121.05 12.31%
5000
121
39 93
15 264
T \,‘IkHH ALk g i 1168 152 Y| e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF120916.M Tue Dec 20 04:42:40 2016

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 15 Oxirane, hexadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.83 6.97 ng 436789 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 93
2 Octadecanal 268 C18H360 000638-66-4 91
3 Hexadecanal 240 C16H320 000629-80-1 90
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 74
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 64
Abundance Scan 1115 (14.831 min): BF091689.D (-1113) (-) m/z 57.10 100.00%
57 g5
5000
IR UL SN B B
39 161181 210 241 268 306326 360 394 14.60 14.80 15.00 15.20
il m/z 43.10 97 .58%
m/z--> 50 100 150 200 250 300 350
Abundance #99461: Oxirane, hexadecyl-
82
57
5000 LRI I B B
110 14.60 14.80 15.00 15.20
29 138 m/z 82.05 81.34%
"“i H‘H .““‘. l ‘mlﬁ?]ﬁ? IZ%ll‘ . ‘|25i0|2?0| S—
m/z--> 50 100 150 200 250 300 350
Abundance
43 82
1460 14.80 15.00 15.20
5000 m/z 96.10 62.57%
110
mz-> 50 100 150 200 250 300 350
Abundance #82579: Hexadecanal R AR RRRES T
3| 8§ 14.60 14.80 15.00 15.20
m/z 83.10 62.10%
5000
110
| | 157 260 19 22
mz> % a0 150 2o 2o s 2o 1460 14.:80 15.00 15.20

8270-BF120916.M Tue Dec 20 04:42:41 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.01 8.01 ng 501968 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
3 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1131 (15.014 min): BF091689.D (-1129) (-) m/z 57.10 100.00%
g7
5000 i AAJ\\LV\
14.60 14.80 15.00 15.20 15.40
141
ol 3 ,l. L, .1| L i 09 197 225 292276297321 384 404 | sz 71.10  67.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 AR BRI B BB B
mmmmmmmmmm
29 113 m/z 43.10 57 .69%
0 M1 10 107 205 255 296
m/z--> 55 160 1éo 260 2%0 360 3éo 460
Abundance
57
14,60 14.80 15.00 15.20 15.40
5000 85 m/z 85.10 50.00%
29
13 141 159 210 559 266 309
m/z--> 55 160 1éo 200 250 360 3éo 460
Abundance #73973: Tetradecane, 4-ethyl- B B B o B
43 14.60 14.80 15.00 15.20 15.40
m/z 55.00 19.23%
2000 i /V\/V\/\/\/j\\‘\/\/\/\/\
1 Ji 9\9 127 155 197 226
m/z--> 55 100 1éo 200 2%0 300 350 400 1460 1480 1500 1520 1§40

8270-BF120916.M Tue Dec 20 04:42:41 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Oxirane, heptadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.50 3.98 ng 249571 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 92
2 Octadecanal 268 C18H360 000638-66-4 89
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 86
4 Bicvclol10.8.0l1eicosane. cis- 278 C20H38 1000155-82-2 76
5 1,19-Eicosadiene 278 C20H38 014811-95-1 68
Abundance Scan 1261 (16.500 min): BF091689.D (-1258) (-) m/z 57.10 100.00%
I N\M\‘/\M,./\/W
5000
218 RN SR U B
3 138 161 196 216 245 299318 350 16.20 16.40 16.60 16.80
m/z 82.10 87 .34%
m/z--> 50 100 150 200 250 300 350
Abundance #107629: Oxirane, heptadecyl-
43 2
5000 L SRR B IR UL
16.20 16.40 16.60 16.80
110 m/z 43.10 78.44%
25 | 60| || A H\ 1 138 166 194217 236 204282
m/z--> 50 éo 200 250 300 350
Abundance
43 82
16,20 16,40 16.60 16.80
5000 m/z 96.05 64.14%
109
64 137 166 194 222 250268
m/z--> 50 100 150 200 250 300 350
Abundance #99461: Oxirane, hexadecy!- R MR T
2 16.20 16.40 16.60 16.80
m/z 83.10 61.80%
57
5000
110
29
138
[“ h“m166183 211 250268
miz--> B a0 1o 2o 2o o 3o 16.20 16,40 16.60 16.80

8270-BF120916.M Tue Dec 20 04:42:41 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091689.D

Aca On : 16 Dec 2016 22:50

Operator : UM/SJ

Sample : H6099-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 _.beta.-Sitosterol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.21 5.69 ng 356475 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 97
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 81
3 Campesterol 400 C28H480 000474-62-4 64
4 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 40
5 Pregn-5-en-3-ol, 21-bromo-20-met... 394 C22H35BrO0 055103-80-5 20
Abundance Scan 1323 (17.208 min): BF091689.D (-1320) (-) m/z 43.10 100.00%
43
81 107 145
5000
255 303 329 381 414 LA DRSNAR SN BN B
16.80 17.00 17.20 17.40 17.60
il m/z 107.05 71.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159282: .beta.-Sitosterol
43
5000 16,80 17.00 17.20 17.40 17.60
107
81 ‘ 01 414 m/z 55.05 71.35%
255
— m HH H“\ ‘\‘\ ‘N\Hm “H\ \HE‘\H HH \ ‘ 233 ‘ 2?5 ‘ 354 381 ‘\ ‘LI
m/z--> 200 250 300 350 400
Abundance
43
16,80 17.00 17.20 17.40 17.60
5000 8l 197 m/z 95.10 69.65%
145 414
213 303
173 255 329 381
103 | 233 | 275 354
m/z--> 55 160 1%0 260 250 300 3%0 460
Abundance #156589: Campesterol R ARRamsEEEA S
43 16.80 17.00 17.20 17.40 17.60
m/z 81.05 63.90%
5000
255 289 315
- MH‘\ H\ il M oy e Ll | 340 %7 l _ e
m/z--> 5 0 150 200 250 300 350 400 1680 1700 1720 1740 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\

Data File : BF091689.D

Acq On : 16 Dec 2016 22:50 Instrument :
Operator : UM/SJ BNA_F

Sample - H6099-16 ClientSampleld :
Misc : TP13-1.5FT

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.94 48.8 ng 2585960 1 6.77 1060050 20.0
unknown6 .54 6.54 66.5 ng 3526970 1 6.77 1060050 20.0
n-Hexadecanoic acid 11.84 7.5 ng 750863 4 11.29 2010580 20.0
unknownl12.01 12.01 3.0 ng 304399 4 11.29 2010580 20.0
Octadecanoic acid 12.61 2.2 ng 148735 5 13.92 1376720 20.0
5-Eicosene, (E)- 13.78 7.5 ng 519263 5 13.92 1376720 20.0
3-Acetyl-5-(4-hyd... 14.11 4.1 ng 282974 5 13.92 1376720 20.0
Benz[a]anthracene... 14.31 3.0 ng 203600 5 13.92 1376720 20.0
Pentadecane 14.41 4.7 ng 325250 5 13.92 1376720 20.0
unknownl14 .57 14.57 2.8 ng 190314 5 13.92 1376720 20.0
unknownl14 .60 14.60 2.1 ng 146969 5 13.92 1376720 20.0
Octadecane 14.69 5.3 ng 334525 6 15.32 1253170 20.0
2,6,10,14,18,22-T... 14.77 4.3 ng 269343 6 15.32 1253170 20.0
Oxirane, hexadecyl- 14.83 7.0 ng 436789 6 15.32 1253170 20.0
Heneicosane 15.01 8.0 ng 501968 6 15.32 1253170 20.0
Oxirane, heptadecyl- 16.50 4.0 ng 249571 6 15.32 1253170 20.0
-beta.-Sitosterol 17.21 5.7 ng 356475 6 15.32 1253170 20.0
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