LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084967.D

Aca On : 9 Feb 2016 22:16

Operator =: SJ/1Z

Sample : H1329-16

Misc :

ALS Vial : 22 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-BF020116.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 4.784 233 236 248 rVB 841069 1517049 27.57% 2.914%
2 5.230 272 275 277 rBV 4732442 5233698 95.11% 10.052%
3 6.293 365 368 370 rBVY 4455474 5154384 93.67% 9.900%
4 6.407 375 378 380 rBY 5111484 5502965 100.00% 10.569%
5 6.636 396 398 399 rBV 919831 1007139 18.30% 1.934%
6 6.785 409 411 414 rVB 2941206 3562614 64.74% 6.843%
7 7.207 445 448 450 rBV 3192597 3357146 61.01% 6.448%
8 7.333 456 459 463 rvB2 92209 148273 2.69% 0.285%
9 7.676 486 489 491 rBV 64791 67416 1.23% 0.129%
10 7.916 508 510 513 rBVY 1327350 1339745 24.35% 2.573%

11 9.002 602 605 607 rBVY 5088554 5132994 93.28% 9.859%
12 9.402 637 640 642 rBV 1723927 1554015 28.24% 2.985%
13 9.619 652 659 661 rBvY 81596 96413 1.75% 0.185%
14 9.665 661 663 665 rBVY 1498263 1476763 26.84% 2.836%
15 10.111 695 702 704 rBV2 86662 132675 2.41% 0.255%

16 10.453 729 732 735 rVV 3124355 3580682 65.07% 6.877%
17 10.579 742 743 748 rVB 75433 129773 2.36% 0.249%
18 11.025 781 782 784 rBV 47122 65382 1.19% 0.126%
19 11.139 790 792 795 rBV 1165172 1477512 26.85% 2.838%
20 11.391 811 814 818 rBV 87344 118688 2.16% 0.228%

21 11.459 818 820 825 rvB2 41884 62005 1.13% 0.119%
22 11.871 854 856 860 rBVv2 59204 100054 1.82% 0.192%
23 12.202 883 885 888 rBvV3 40984 57902 1.05% 0.111%

24 12.351 896 898 900 rBV 154800 142565 2.59% 0.274%
25 12.568 915 917 919 rBV2 1680128 1474058 26.79% 2.831%

26 12.648 919 924 926 rVB2 180856 255705 4._.65% 0.491%
27 12.728 929 931 934 rVvV 2995949 4324496 78.58% 8.306%

28 12.979 950 953 954 rBvV 63735 74791 1.36% 0.144%
29 13.277 976 979 981 rBV 753317 871180 15.83% 1.673%
30 13.322 981 983 984 rBV 70839 97872 1.78% 0.188%
31 13.437 990 993 994 rBV2 34831 60074 1.09% 0.115%
32 13.494 995 998 999 rBvV 59373 93726 1.70% 0.180%

33 13.642 1008 1011 1017 rBV 259750 411806 7.48% 0.791%
34 13.768 1020 1022 1025 rBV 1129827 1227877 22.31% 2.358%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084967.D

Aca On : 9 Feb 2016 22:16

Operator =: SJ/1Z

Sample : H1329-16

Misc :

ALS Vial : 22 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-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.962 1037 1039 1040 rBV 158268 165959 3.02% 0.319%

36 14.260 1063 1065 1072 rVB 101362 261257 4._.75% 0.502%
37 14.557 1090 1091 1094 rVB 117619 104540 1.90% 0.201%
38 14.854 1114 1117 1119 rBV 95026 152619 2.77% 0.293%
39 15.128 1139 1141 1144 rBV 620304 869185 15.79% 1.669%
40 15.174 1144 1145 1154 rVB2 95949 226525 4.12% 0.435%

41 15.963 1212 1214 1216 rBV2 32759 64014 1.16% 0.123%
42 16.397 1249 1252 1256 rBV4 29910 107331 1.95% 0.206%
43 16.866 1290 1293 1299 rBV7 53897 203812 3.70% 0.391%

Sum of corrected areas: 52064679
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084967.D

Aca On : 9 Feb 2016 22:16

Operator : SJ/1Z

Sample : H1329-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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: BF084967.D

5000000 523 6/41
6.29
4000000

7.21

3000000 6.78

2000000

1000000 4.78 6.64

o L7/-\33 7.68
e I s e e e o L e e e e e T B e e e L e e e e e e e A e et B

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084967.D
5000000 900

4000000

10.45 12.73
3000000

2000000 9.40 1257
9.66
11.14
1000000 13.28

13.64
) 10.11 hlo.ss 11.03| 1826 1187 129835 f5R 1298 1383349

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084967.D
5000000

4000000

3000000

2000000

77
1000000 15.13

13.96 14.26 14.56 14.85 1517 15.96  16.40 16.87

o T

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\BF020916\
Data File : BF084967.D

Aca On : 9 Feb 2016 22:16

Operator : SJ/1Z

Sample : H1329-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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.

4.78 30.13 ng 1517050 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 236 (4.784 min): BF084967.D (-233) (-) m/z 43.05 100.00%

43
59
5000
101

440 460 480 500 520

83
o...,....,....,...37.-,'::..,??:.,...‘??....,....,...:,|....,. m/z 59.10 59.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L B L L L L L LB L L
440 460 4.80 5.00 5.20
59 m/z 101.10 20-23%
101
0 21 37| 53 ‘ 67 77 83 o1 |
i IR B B B L SRS i o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
AR E RS L
57 4.40 4.60 4.80 500 5.20
5000 m/z 58.10 15.16%
29 101
o 15 37 51 73 83 95
B R o B R B e R B,
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R E e R .
59 440 460 480 500 520

m/z 41.10 9.05%

5000 41
| 69 87
15 53 98
0.”,.”.,”..“..w..”,.N.,”..“..w..”,.”.,”..“

m/z--> 10 20 60 70 80 90 100 110 4.40 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084967.D

Aca On : 9 Feb 2016 22:16

Operator : SJ/1Z

Sample : H1329-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.41 Concentration Rank 1

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

6.41 109.28 ng 5502970 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 378 (6.407 min): BF084967.D (-375) (-) m/z 132.00 100.00%
5000 68
40 54 % J 6.00 6.20 6.40 6.60 6.80
ol Jrer |Asus o n/z 68.10  40.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS LRI N RS
6.00 6.20 640 6.60 6.80
2 78 m/z 134.00 33.98%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 6.20 6.40 6.60 6.80
5000 og 116 m/z 66.10 26.54%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- e ma s
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 16.95%
5000
63 81
0 3\1 59 1 ‘\‘ w72\ ‘\ \92 10\]-\112 |
mz-> 40 60 80 100 120 140 160 180 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084967.D

Aca On : 9 Feb 2016 22:16

Operator : SJ/1Z

Sample : H1329-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Hexanoic acid, 2-ethyl- Concentration Rank 13

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

7.33 2.21 ng 148273 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 50
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 42
4 1.4-Dioxane 88 C4H802 000123-91-1 38
5 Acetic acid, diethyl- 116 C6H1202 000088-09-5 36

Abundance Scan 459 (7.333 min): BF084967.D (-456) (-) m/z 73.00 100.00%
7B
5000 a1 /\-A
101 A R I L
| | 131 7.00 7.20 7.40 7.60
o— =7 m/z 88.00 85.96%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73
5000 R A TR I L
41 7.00 7.20 7.40 7.60
‘ 101 m/z 41.10 40.97%
oL Ul h‘.h J.”}%g. N,
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
7.0 7.20 740 7.60
5000 71 m/z 57.05 34.72%
o 109 135155173 214 242 272 294313 355
m/z--> 50 100 150 200 250 300 350
Abundance #28762: Heptanoic acid, 2-ethyl- e
88 7.00 7.20 7.40 7.60
m/z 55.05 28 .30%
5000
41
7
ol ..th hod 4 L8 e ——— e
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084967.D

Aca On : 9 Feb 2016 22:16

Operator : SJ/1Z

Sample : H1329-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 1-Nonadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.65 4.16 ng 255705 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 93
2 1-Octadecene 252 C18H36 000112-88-9 93
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 83
4 Dichloroacetic acid. tetradecvl ... 324 C16H30CI202 083005-02-1 68

5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 68

Abundance Scan 924 (12.648 min): BF084967.D (-919) (-) m/z 43.10 100.00%

43
57 g3 97
5000
111

125 R A R
12.40 12.60 12.80 13.00
139153167182 205220
Obrrr el m/z 55.05 57.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43 7

-

5000
12.40 12.60 12.80 13.00
29 125 m/z 57.10 56.71%
RECIN 139154168182196210224238 266
S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 g,
12.40 12.60 12.80 13.00
5000 m/z 97.10 56.70%
29 111

125
139154168182196210224 252

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)- T T
55 12.40 12.60 12.80 13.00
m/z 83.10 52.15%
4 69 83

5000

LA

5

‘ 139153167182196210224 252 280
AR RaS R S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

111
12

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084967.D

Aca On : 9 Feb 2016 22:16

Operator : SJ/1Z

Sample : H1329-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.28 14.19 ng 871180 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 94
2 n-Butvl mvristate 284 C18H3602 000110-36-1 53
3 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 27
4 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 27
5 Cyclohexane, (1,1-dimethylethyl)- 140 C10H20 003178-22-1 27

Abundance Scan 979 (13.277 min): BF084967.D (-976) (-) m/z 56.10 100.00%
56
5000
73 129 285
o7 185 241 27 13.00 13.20 13.40 13.60
3 . . . .
ol ' - 1o7 213 3130 | "m/z 57.10 60.99%
miz--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 IR RSB RN SRR
2 2 13.00 13.20 13.40 13.60
0
‘ | ‘ L, 129 " 7285 m/z 43.10 41.55%
ob——L ‘.‘ I .‘ “l‘ .‘M‘.“‘l‘ e 157; L |2|13| IZT‘rl i \I .‘. |3EL1- .3‘}0|
miz--> 50 100 150 200 250 300
Abundance
56 ,\,/\~MJ
13.00 13.20 13.40 13.60
5000 m/z 41.10 34.45%
229
73 211
129
185 284
o 39 101 157 255
iz % 10 1o o 2o o .
Abundance #3269: 1-Hexene, 2-methyl- R AR,
56 13.00 13.20 13.40 13.60
m/z 55.10 33.18%
5000
3
0 }Q'Jf"7?'g?' L L S S SRR LA R SRR RN B
miz--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084967.D

Aca On : 9 Feb 2016 22:16

Operator : SJ/1Z

Sample : H1329-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Oxirane, [(hexadecyloxy)met... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.64 6.71 ng 411806 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(hexadecvloxvy)methvll- 298 C19H3802 015965-99-8 80
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 62
3 11-Tricosene 322 C23H46 052078-56-5 62
4 Decane 142 C10H22 000124-18-5 60
5 Hydroxylamine, O-decyl- 173 C10H23NO 029812-79-1 58

Abundance Scan 1011 (13.642 min): BF084967.D (-1008) (-) m/z 57.10 100.00%

57

5000

5

11 R RS R
o 127 153169 197 219235 13.40 13.60 13.80 14.00

m/z 43.10 71.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #116669: Oxirane, [(hexadecyloxy)methyl]-
57

?

13.40 13.60 13.80 14.00
m/z 55.10 49.93%

5000

111

281

127 153169

224 250

04

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

43
69 URELELE BURBLALE BUSLELE UL BUREL
97 13.40 13.60 13.80 14.00
5000 m/z 71.10 49.47%
27 125

153169 196 224

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene e RARREEE RS
43 13.40 13.60 13.80 14.00
m/z 83.10 39.03%
5000 8
111
0 | 140 168 196 224243 266 204 322
SENNNESS N S S| D N s Sy L SR . B e
miz--> 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\BF020916\
Data File : BF084967.D

Aca On : 9 Feb 2016 22:16

Operator : SJ/1Z

Sample : H1329-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.96 2.70 ng 165959 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
3 Octacosane 394 C28H58 000630-02-4 76
4 Heneicosane 296 C21H44 000629-94-7 74
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1039 (13.962 min): BF084967.D (-1037) (-) m/z 57.10 100.00%
57
RN RN S SUN I
113 13.60 13.80 14.00 14.20
141
0...|,I...- |ty aee 104 227oa7r2er | “m/z 43.10  59.74%
m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane
57
5000 AR B B UL B
85 13. 60 13. 80 14. oo 14.20
29 m/z 71.10 54 _.51%
o J‘L T 141 169 197 225 253 262
m/z--> 55 160 150 260 2éo 300 3éo
Abundance
57
13.60 13.80 14.00 14.20
5000 85 m/z 85.10 46 .13%
29
0 13 141 169 210 539 266 309
m/z--> 55 160 150 260 250 360 3éo
Abundance #155178: Octacosane R R RREEEEa
57 13.60 13.80 14.00 14.20
m/z 55.10 23.32%
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
IIII""I""I""I""I""I""I'"'I AL AL AL A
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084967.D

Aca On : 9 Feb 2016 22:16

Operator : SJ/1Z

Sample : H1329-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.26 4.26 ng 261257 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 Octacosane 394 C28H58 000630-02-4 68
3 Heptadecane 240 C17H36 000629-78-7 62
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 59
5 Tetracosane 338 C24H50 000646-31-1 53
Abundance Scan 1065 (14.260 min): BF084967.D (-1063) (-) m/z 57.10 100.00%
57
5000
85
113 140 14.00 14.20 14.40 14.60
ol d il R 140080 208 237263 n7,7 43.10  63.68%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 L S SRR UL R
85 14.00 14.20 14.40 14.60
m/z 71.10 53.29%
0 ??‘ ||| 118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
" 14.00 14.20 14.40 14.60
5000 g5 m/z 85.10 33.34%
29
. 113 141 169 197 225 253 281 309 337 365 394 f—\NWAA/\NWNJ\AAﬂrJ/K’”““
m/z--> 50 100 150 200 250 300 350 '
Abundance #82606: Heptadecane R e
57 14.00 14.20 14.40 14.60

m/z 55.10 24 .80%

5000 85 vbvajmA’A¥\A/j\\“df/ﬁJerff\

0..“.‘.,....,.‘...,....,.... L e e I o e EAEE EE

T
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084967.D

Aca On : 9 Feb 2016 22:16

Operator : SJ/1Z

Sample : H1329-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 10 Nonadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.41 ng 104540 Perylene-di12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 81
2 Heptacosane 380 C27H56 000593-49-7 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1091 (14.557 min): BF084967.D (-1090) (-) m/z 57.10 100.00%
5000 P
113 14.20 14.40 14.60 14.80
155
ol L L |7 34185 177107207237 268 07770190 53.30%
m/z--> 50 100 150 200 250 300 350
Abundance #99476: Nonadecane
57
85
5000 U SRR DU B U B
Mmmmmmmm
29 m/z 43.10 53.00%
0 \‘ \“ d‘ all \H\ h‘ 1:|I\-3 141 169 197 268
m/z--> 55 160 1éo 260 2éo 300 3éo
Abundance
57
14.20 1440 14.60 14.80
5000 m/z 85.10 37.40%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #115570: Heneicosane T e
57 14.20 14.40 14.60 14.80
m/z 55.10 20.58%
85
5000 1wU/J\\Ad¢/ﬁjkf““r\\/\/“\\A
29 113
oL L. | |y 77,141 160 197 225 253 206
m/z--> 55 160 1éo 260 2éo 360 3éo 14.20 1440 1460 1480 '

8270-BF020116.-M Wed Feb 10 16:49:59 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084967.D

Aca On : 9 Feb 2016 22:16

Operator : SJ/1Z

Sample : H1329-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .85 3.51 ng 152619 Perylene-d12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 83
3 Hexatriacontane 507 C36H74 000630-06-8 83
4 Hentriacontane 437 C31H64 000630-04-6 80
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 80

Abundance Scan 1117 (14.854 min): BF084967.D (-1114) (-) m/z 57.10 100.00%

57
5000

14.60 14.80 15.00 15.20

9 252
J 141175 2157283

o 2 A s m/z 43.10 58.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57
5000 LA I L L L L L

14.60 14.80 15.00 15.20
m/z 71.10 53.97%

Hu 141 183 225 267 309 351 393 435 491 535 574 617

0..”,..w.”.“.” SR R L R TR R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43
I RAREE B
14.60 14.80 15.00 15.20
5000 g5 m/z 85.10 42.07%
0 i 2 e M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #169089: Hexatriacontane A BT B S
57 14.60 14.80 15.00 15.20
m/z 55.10 25.31%
5000

99
26 |, 141 183 225 281 323 379 421 463 506

L A — S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.60 14.80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084967.D

Aca On : 9 Feb 2016 22:16

Operator : SJ/1Z

Sample : H1329-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknownl16.40 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.40 2.47 ng 107331 Perylene-di12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 49
2 Indenol1.2.3-cdlpvrene 276 C22H12 000193-39-5 49
3 Benzolahilpervlene 276 C22H12 000191-24-2 43
4 9.10-Anthracenedione. 1.8-dichloro- 276 C14H6CI1202 000082-43-9 43
5 Acethydrazide, N2-(4-iodophenyl)- 276 C8H9IN20 014579-96-5 38
Abundance Scan 1252 (16.397 min): BF084967.D (-1249) (-) m/z 276.10 100.00%
216
50007 43
69 97
43164185 . 249 m 355 16.00 16.20 16.40 16.60 16.80
0 Pl N R m/z 43.10  40.79%
m/z--> 50 100 150 200 250 300 350
Abundance #104309: Dibenzo[def,mno]chrysene
276
5000 AU B U B
mmmmmmmmmm
138 m/z 57.10 39.35%
45 63 90 113H M 170 201222 252 M
m/z--> 55 100 150 200 2%0 300 3%0
Abundance
276
16.00 16,20 16.40 16.60 16.80
5000 m/z 55.10 38.02%
138
0 28 91 111 224 248
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #104302: Benzo[ghi]perylene LA DL BN A B N L
276 16.00 16.20 16.40 16.60 16.80
m/z 277.10 31.27%
5000
138
0 57 91 112 il J‘ 222 25\2 \H.
m/z--> 55 160 150 200 2%0 360 3%0 16.00 16.20 16.40 16.60 16.80

8270-BF020116.-M Wed Feb 10 16:50:01 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084967.D

Aca On : 9 Feb 2016 22:16

Operator : SJ/1Z

Sample : H1329-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknownl6.87 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.87 4.69 ng 203812 Perylene-di12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 30
2 1.3-Dithiolane-2-acetic acid. 2-... 192 C7H1202S2 065726-45-6 10
3 2-Amino-N-t-butvlbenzamide 192 C11H16N20 001203-89-0 9
4 2.3-Dihvdrobenzofuran-3-carboxvl... 192 C11H1203 1000194-68-1 9
5 5-lIsopropyl-2,2,7a-trimethylhexa... 228 C13H2403 075316-52-8 9
Abundance Scan 1293 (16.866 min): BF084967.D (-1290) (-) m/z 57.10 100.00%
119
5000 97 213
255
303 RN R EREEE e
278 379 414 16.60 16,80 17.00 17.20
ob——4 ek m/z 43.10 88.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159295: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43
5000 RN SR SURI UL
81 368 16.60 16.80 17.00 17.20
107 45 329 m/z 119.05 52.77%
| \M i ams am aropsan | AW
olbr—— .‘l“. Ll 'HI \IHI\ IHIMMI \l\\ TSRV TONRPURI Y RS S S |‘“"" e
m/z--> 50 100 150 200 250 300 350 400
Abundance
119
16,60 16,80 17.00 17.20
5000 59 192 m/z 55.10 52.73%
27 145
L L WL WL UL UL UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #50233: 2-Amino-N-t-butylbenzamide Al B B
119 16.60 16.80 17.00 17.20
m/z 97.10 49 .98%
5000 65 92 192
39
0 }?d'mluv' T "M }§¥"'| URLERE UL UL SRR SR SRR R SURI U
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020916\
Data File : BF084967.D

Acq On : 9 Feb 2016 22:16

Operator : SJ/1Z

Sample : H1329-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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... 4.78 30.1 ng 1517050 1 6.64 1007140 20.0
unknown6 .41 6.41 109.3 ng 5502970 1 6.64 1007140 20.0
Hexanoic acid, 2-... 7.33 2.2 ng 148273 2 7.92 1339750 20.0
1-Nonadecene 12.65 4.2 ng 255705 5 13.77 1227880 20.0
Octadecanoic acid... 13.28 14.2 ng 871180 5 13.77 1227880 20.0
Oxirane, [(hexade... 13.64 6.7 ng 411806 5 13.77 1227880 20.0
Eicosane 13.96 2.7 ng 165959 5 13.77 1227880 20.0
Heptacosane 14.26 4.3 ng 261257 5 13.77 1227880 20.0
Nonadecane 14.56 2.4 ng 104540 6 15.13 869185 20.0
Tetratetracontane 14 .85 3.5 ng 152619 6 15.13 869185 20.0
unknown16 .40 16.40 2.5 ng 107331 6 15.13 869185 20.0
unknownl16 .87 16.87 4.7 ng 203812 6 15.13 869185 20.0
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