LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088372.D

Aca On : 25 Jun 2016 12:53

Operator : UM/SJ

Sample - H3602-03

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-BF060716.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 1.701 8 10 63 rvB 1416821 3425931 100.00% 15.275%
2 4.684 269 271 283 rBV 181502 328344 9.58% 1.464%
3 5.153 309 312 335 rBVY 1101168 1756639 51.27% 7.832%
4 6.227 403 406 413 rBV 1324582 1939885 56.62% 8.649%
5 6.330 413 415 418 rBV 1653827 1856374 54.19% 8.277%
6 6.559 433 435 441 rBV 355771 407641 11.90% 1.818%
7 6.719 446 449 451 rBV 1429870 1683365 49.14% 7 .506%
8 7.142 483 486 488 rBVY 1083650 1338796 39.08% 5.969%
9 7.850 546 548 550 rBV 481594 537185 15.68% 2.395%
10 8.925 639 642 645 rBY 2173953 2262678 66.05% 10.089%

11 9.325 675 677 681 rBvV 283331 247154 7.21% 1.102%
12 9.588 698 700 703 rBV 643589 647923 18.91% 2.889%

13 10.033 737 739 741 rVB 41466 36358 1.06% 0.162%
14 10.376 767 769 778 rBV 712776 824139 24.06% 3.675%
15 10.502 778 780 784 rVB 57265 88376 2.58% 0.394%
16 10.948 818 819 820 rBV 48890 41745 1.22% 0.186%
17 10.982 820 822 824 rvB2 28648 34375 1.00% 0.153%
18 11.062 827 829 834 rBvV2 478186 709182 20.70% 3.162%
19 11.142 834 836 841 rVB3 27947 50736 1.48% 0.226%
20 11.371 854 856 859 rvB 33554 34500 1.01% 0.154%
21 11.782 890 892 896 rBvV 31259 37684 1.10% 0.168%

22 12.274 933 935 941 rBV 121881 160909 4._.70% 0.717%
23 12.491 952 954 957 rvv2 94392 202750 5.92% 0.904%
24 12.651 965 968 973 rBV 1693503 1863657 54.40% 8.310%

25 12.891 986 989 990 rBV 40898 46529 1.36% 0.207%
26 13.188 1012 1015 1017 rBV 58642 70541 2.06% 0.315%
27 13.234 1017 1019 1022 rVvVv 31946 53446 1.56% 0.238%

28 13.554 1045 1047 1052 rVB2 74812 108841 3.18% 0.485%
29 13.691 1056 1059 1066 rBV 427016 580858 16.95% 2.590%

30 13.874 1072 1075 1077 rBV 41892 55371 1.62% 0.247%
31 14.171 1099 1101 1105 rBV 40288 69437 2.03% 0.310%
32 14.468 1125 1127 1128 rBV 38785 37939 1.11% 0.169%
33 14.697 1144 1147 1150 rBV 36869 88940 2.60% 0.397%
34 14.754 1150 1152 1154 rVB 43493 42468 1.24% 0.189%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088372.D

Aca On : 25 Jun 2016 12:53

Operator : UM/SJ

Sample - H3602-03

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 - 0 Peak Location: TOP

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

Method : Z:\HPCHEMI\BNA F\METHODS\8270-BF060716 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.948 1167 1169 1172 rBvV 31495 58234 1.70% 0.260%
36 15.051 1175 1178 1183 rVB 249098 468520 13.68% 2.089%
37 15.417 1208 1210 1213 rBvV 41668 71278 2.08% 0.318%
38 15.828 1244 1246 1249 rVB 29554 45626 1.33% 0.203%
39 15.942 1253 1256 1262 rVB4 28090 60859 1.78% 0.271%
40 16.297 1285 1287 1290 rVB 34155 52669 1.54% 0.235%
Sum of corrected areas: 22427882
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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\BF062516\

BF088372.D

25 Jun 2016 12:53

UM/SsJ

H3602-03

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088372.D

2000000

6.33
15000001 1.70 6.72
6.23
5.15 7.14
1000000
500000
6.56
\4 4.68
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: BF088372.D
8|92
2000000
12.65
1500000
1000000
10.38
500000 7.85 11.06
12.2712.49 13.!
1003 |{10.50 A%Lﬂnw 11.78 12.89 183193
Q) S . ; . R T B e e e e e i

Time--> 8.00 8.50 9. oo 10 00 10 50 11. oo 11. 50 12. oo 12. 50 13.00
Abundance TIC: BF088372.D

2000000

1500000

1000000

13.69
500000 15.05
13.87 14.17 14.47144034.9 1542 158394 16.30
77—

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF060716.

M Mon Jun 27 18:25:51 2016

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088372.D

Aca On : 25 Jun 2016 12:53

Operator : UM/SJ

Sample : H3602-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.68 16.11 ng 328344 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 271 (4.684 min): BF088372.D (-269) (-) m/z 43.00 100.00%
43
59
5000
101 SN I "
51 | 83 4.40 4.60 4.80 5.00
) N —— m/z 59.10 66.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I UL IR
59 440 460 480 5.00
m/z 101.10 25.26%
15 4 101
0 N 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
440 460 480 500
5000 m/z 58.10 17.21%
43
o 69 83 o3 123 141 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4035: 2,3-Butanedione, monooxime A e
43 4.40 4.60 4.80 5.00
m/z 41.10 9.67%
5000
101
15 58
o 28 |7 69 84
mize> 16 20 3 40 80 66 70 86 95 100 130 130 13 140 150 160 440 460 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088372.D

Aca On : 25 Jun 2016 12:53

Operator : UM/SJ

Sample : H3602-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.33 Concentration Rank 2

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

6.33 91.08 ng 1856370 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 415 (6.330 min): BF088372.D (-413) (-) m/z 132.00 100.00%
132
5000 68 JL
40 | 75 6 6.00 620 640 6.60
54 104 .
0 ..,....,....,....,".'..?,::..??...' SIPUREN -7 A NS . [ N m/z 68.10 39.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IBENABE R AR SRR
6.00 6.20 6.40 6.60
3 78 m/z 134.00 31.98%
138 ‘

Abundance

SN PR T A N 1 NN A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
132

6.00 6.20 6.40 6.60

5000 m/z 66.05 25.75%
104
51 o, 06 77
0 14 27 37 44 58 89 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132 6.00 6.20 6.40 6.60

m/z 69.10 16.57%

97
5000
70
31 52
ML | 7Bes | 105 116 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088372.D

Aca On : 25 Jun 2016 12:53

Operator : UM/SJ

Sample : H3602-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 5 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.50 2.49 ng 88376 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 80
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 72
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 72
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
Abundance Scan 780 (10.502 min): BF088372.D (-778) (-) m/z 57.05 100.00%
57
43 71

5000

99
113127141 169 184 10.20 10.40 10.60 10.80

0 m/z 43.10 65.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48834: Tridecane
a3 37
71
5000 85 TT [T T I T[T T T T[T TTr[Tr1T7]
10.20 10.40 10.60 10.80
29 % m/z 71.10 64 .22%
J | | | P u2127141165 169 184
R LR ARas E s B AR Ra R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
71 e
10.20 10.40 10.60 10.80
5000 43 85 m/z 85.10 43.89%
29 99 155
o 113127 1417169183197
R R RS ma s o e AR AT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43 10.20 10.40 10.60 10.80
57 m/z 41.10 31.14%
71
5000 85
29
o Y L ‘ ‘ ‘ ?\ 113127141155168 197 231 261
”.“.”,“...”.. R P R R M B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088372.D

Aca On : 25 Jun 2016 12:53

Operator : UM/SJ

Sample : H3602-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Butyl myristate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.19 2.43 ng 70541 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 52
2 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 30
3 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 27
4 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 27
5 2H-Pyran-2-one, tetrahydro-5,6-d... 128 C7H1202 024405-16-1 27

Abundance Scan 1015 (13.188 min): BF088372.D (-1012) (-) m/z 56.10 100.00%

56

5000

-

12.80 13.00 13.20 13.40 13.60

01 m/z 57.10 60.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
5000 [TT T T[T T T T[T T rrrrrT
41 229 12.80 13.00 13.20 13.40 13.60
73 129 211 m/z 43.10 39.79%
‘ ‘ 2101 143 185 284
P | e 258
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
R S NEREEE
12.80 13.00 13.20 13.40 13.60
5000 41 m/z 73.00 34.00%
27 112
0 71 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3331: 1-Hexene, 2-methyl-
56 12.80 13.00 13.20 13.40 13.60
m/z 41.10 33.86%
41
5000
27
0 g3 98
1 IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088372.D

Aca On : 25 Jun 2016 12:53

Operator : UM/SJ

Sample : H3602-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 1-Decanol, 2-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.55 3.75 ng 108841 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 83
2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 83
3 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 80
4 Nonahexacontanoic acid 999 C69H13802 040710-32-5 74
5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 64
Abundance Scan 1047 (13.554 min): BF088372.D (-1045) (-) m/z 57.10 100.00%
57
5000
11 UM B LA BN I
t | 183230 13.20 13.40 13.60 13.80
Ot A petstipe Mt e e e m/z 43.10 71.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #95994: 1-Decanol, 2-hexyl-
57
5000 U DA SRR SRR B
11 13.20 13.40 13.60 13.80
m/z 71.10 65.11%
0 ”.:“..jﬁﬂ%Sf%?g.” PP P[P P [P P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance
57
1320 13.40 13.60 13.80
5000 m/z 85.10 45.98%
o 111 468 241
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #243727: Tetrapentacontane, 1,54-dibromo- L A B B
57 13.20 13.40 13.60 13.80
m/z 55.10 42 .73%
5000
11
ol Ul M155197239281323365 415457499541583628670713755 835
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088372.D

Aca On : 25 Jun 2016 12:53

Operator : UM/SJ

Sample : H3602-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Heptadecane Concentration Rank 11

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

14.17 2.39 ng 69437 Chrysene-di12 13.69

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecane 240 C17H36 000629-78-7 93

2 Hexacosane 366 C26H54 000630-01-3 83

3 Heptacosane 380 C27H56 000593-49-7 83

4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 80

5 2-methyloctacosane 408 C29H60 1000376-72-8 80
Abundance Scan 1101 (14.171 min): BF088372.D (-1099) (-) m/z 57.10 100.00%

57
85
5000

13.80 14.00 14.20 14.40

113 142 169100 227 254 Lo,

0 e L m/z 71.10 78.62%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 LA L L L L L L L LB B
13.80 14.00 14.20 14.40
m/z 43.10 62.14%
e At 2 A
m/z--> 50 100 150 200 250 300 350
Abundance
57
e
13.80 14.00 14.20 14.40
5000 85 m/z 85.10 55.00%
29
. 13 141 160 107 225 253 295 323 367
e e = IRt
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane R R RREEEEa
57 13.80 14.00 14.20 14.40
m/z 55.10 27.58%
5000 85
29 113 141
ol ) 1 | 169 197 225 253 281 309 337 380
....,... S RGP R o e AL ST 0 e
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088372.D

Aca On : 25 Jun 2016 12:53

Operator : UM/SJ

Sample : H3602-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Eicosane Concentration Rank 6

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

15.42 3.04 ng 71278 Perylene-d12 15.05

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Eicosane 282 C20H42 000112-95-8 90

2 Heneicosane 296 C21H44 000629-94-7 74

3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 72

4 5-Ethvl-5-methvlnonadecane 310 C22H46 1000360-42-7 72

5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1210 (15.417 min): BF088372.D (-1208) (-) m/z 57.10 100.00%

57

5000
3 113 941 168 191910 235 266 g7 15.20 15.40 15.60 15.80
0 m/z 71.10 74.91%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 LA L L L L L L L
85 15.20 15.40 15.60 15.80
29 m/z 85.10 59.90%
—— e e e T
m/z--> 50 100 150 200 250 300 350
Abundance
57
R SRR s e e
85 15.20 15.40 15.60 15.80
5000 m/z 43.10 57.56%
29 113
o 141 169 197 225 253 296
L e e e e I A e o e LI o B o o o B
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- R A BEREE R
57 15.20 15.40 15.60 15.80
m/z 55.10 23.50%
5000 85
113
oLl } Lo 0,34 169 107 2 967 204 323 352
e e R SRR A S e
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088372.D

Aca On : 25 Jun 2016 12:53

Operator : UM/SJ

Sample : H3602-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl5.94 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.60 ng 60859 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 49
2 5-Fluoro-2-trifluoromethvlbenzoi... 284 C14H8F402 1000357-62-7 43
3 9H-Fluorene-2-carbonitrile 191 C14H9N 002523-48-0 38
4 3-Fluoro-5-trifluoromethvlbenzoi... 284 C14H8F402 1000357-95-5 38
5 9H-Fluorene-9-carbonitrile 191 C14HOSN 001529-40-4 35
Abundance Scan 1256 (15.942 min): BF088372.D (-1253) (-) m/z 191.15 100.00%
1

5000

109123137 163

218233 263 284 15.60 15.80 16.00 16.20
(o} m/z 95.10 41.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66096: .beta.-iso-Methyl ionone
191
5000{ 28 AARRAR AR BB ARRRR S

15. 60 15. 80 16 00 16.20

T s 135149163 m/z 69.10  29.54%
L am

‘ 206
op.np.n,nn,n.w”.w.”w.”..”.“.”..”..”..”,””,”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
e A mme s
15.60 15.80 16.00 16.20
5000 m/z 109.10 26.38%
163
o 39 65 94 113 143 265 284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53874: 9H-Fluorene-2-carbonitrile R R Bmman
191 15.60 15.80 16.00 16.20
m/z 123.10 26.15%
5000

63 8295 113 140 ™
O,H.W.”.“.”,“.w.”.“.”i”.w.”...” R RAEEEEanas e L e BB e

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088372.D

Aca On : 25 Jun 2016 12:53

Operator : UM/SJ

Sample : H3602-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 1-Naphthalenecarboxylic aci... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.30 2.25 ng 52669 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 2-... 276 C18H1203 038119-11-8 80
2 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 58
3 Indenoll.2.3-cdlfluoranthene 276 C22H12 000193-43-1 55
4 Benzolahilpervlene 276 C22H12 000191-24-2 53
5 2-Thiophenecarbaldehyde, 5-[5-(t... 276 C13H80S3 1000217-28-5 49
Abundance Scan 1287 (16.297 min): BF088372.D (-1285) (-) m/z 57.10 100.00%

71
85

?

5000

138

16.00 16.20 16.40 16.60
m/z 276.10  98.83%

99 125

162 185 202 223 246

0!

m/z--> 2 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124457: 1-Naphthalenecarboxylic acid, 2-benzoyl-
i 231 276

105

=

5000 199
16.00 16.20 16.40 16.60
m/z 71.10 63.75%
215 259
o SN SRR S
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
276
R REREEEEEEE E S
16.00 16.20 16.40 16.60
5000 m/z 85.10 53.60%
o8 138
o o1 1% 204 248

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

Abundance #124623: Indeno[1,2,3-cd]fluoranthene R EEEER RS S
6 16.00 16.20 16.40 16.60

m/z 43.10 45.94%

5000

§

0 158 174 198 224 248261
g I I I I
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062516\
Data File : BF088372.D

Acq On : 25 Jun 2016 12:53

Operator : UM/SJ

Sample - H3602-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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... 4.68 16.1 ng 328344 1 6.56 407641 20.0
unknown6 .33 6.33 91.1 ng 1856370 1 6.56 407641 20.0
Tridecane 10.50 2.5 ng 88376 4 11.06 709182 20.0
Butyl myristate 13.19 2.4 ng 70541 5 13.69 580858 20.0
1-Decanol, 2-hexyl- 13.55 3.8 ng 108841 5 13.69 580858 20.0
Heptadecane 14.17 2.4 ng 69437 5 13.69 580858 20.0
Eicosane 15.42 3.0 ng 71278 6 15.05 468520 20.0
unknownl15.94 15.94 2.6 ng 60859 6 15.05 468520 20.0
1-Naphthalenecarb... 16.30 2.3 ng 52669 6 15.05 468520 20.0
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