LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085697.D

Acq On : 23 Mar 2016 10:23

Operator : UM/SJ

Sample : H1857-16

Misc :

ALS Vial : 33 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.333 3 4 15 rVB 171329 208702 5.96% 0.660%
2 3.773 127 130 134 rBvY 88987 134711 3.85% 0.426%
3 4.493 189 193 196 rBV 2338266 3501256 100.00% 11.074%
4 5.019 236 239 254 rBV 264745 395575 11.30% 1.251%
5 5.430 273 275 278 rBV 2016403 2692463 76.90% 8.516%
6 5.830 308 310 313 rBvV 27531 35871 1.02% 0.113%
7 6.470 363 366 368 rBV 2522756 2793392 79.78% 8.835%
8 6.596 375 377 380 rBV 2360706 2857164 81.60% 9.037%
9 6.836 395 398 400 rBVY 546007 710190 20.28% 2.246%
10 6.984 409 411 414 rBV 2142899 2086938 59.61% 6.601%

11 7.396 444 447 449 rBV 1794190 1799187 51.39%% 5.691%
12 7.853 484 487 491 rBV3 24705 48276 1.38% 0.153%
13 8.116 507 510 511 rBV 1224946 1083544 30.95% 3.427%
14 9.190 601 604 607 rBV 2672288 2626163 75.01% 8.306%
15 9.533 632 634 637 rBv2 18333 38122 1.09% 0.121%

16 9.590 637 639 640 rBvV 453824 461600 13.18% 1.460%
17 9.808 653 658 660 rBvV 77883 109102 3.12% 0.345%
18 9.865 661 663 665 rvv 995557 1053272 30.08% 3.331%

19 9.899 665 666 668 rvB 102502 78445 2.24% 0.248%
20 10.036 675 678 679 rBvY 23848 43964 1.26% 0.139%
21 10.070 679 681 684 rvv3 38774 64753 1.85% 0.205%
22 10.299 700 701 703 rVB 158248 132810 3.79% 0.420%
23 10.413 709 711 714 rBV 63833 67852 1.94% 0.215%
24 10.516 717 720 724 rVvV 49505 96062 2.74% 0.304%

25 10.653 729 732 735 rBV2 1559919 1865332 53.28% 5.900%

26 10.768 741 742 747 rBV 122835 225316 6.44% 0.713%

27 10.962 757 759 760 rBV 32495 38915 1.11% 0.123%
28 11.111 769 772 773 rBV3 24583 43864 1.25% 0.139%
29 11.225 779 782 783 rBV2 70071 99001 2.83% 0.313%
30 11.351 791 793 794 rBV 1180706 1003608 28.66% 3.174%
31 11.431 797 800 801 rvv 34200 69774 1.99% 0.221%
32 11.465 801 803 804 rvv 30224 38454 1.10% 0.122%
33 11.579 811 813 814 rBV 45094 62770 1.79% 0.199%
34 11.648 817 819 820 rBV 57055 63720 1.82% 0.202%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085697.D

Acq On : 23 Mar 2016 10:23

Operator : UM/SJ

Sample : H1857-16

Misc :

ALS Vial : 33 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.888 838 840 841 rBV 173439 253229 7.23% 0.801%

36 12.574 898 900 902 rVvB 246060 228358 6.52% 0.722%
37 12.608 902 903 906 rvVvB3 49983 54855 1.57% 0.174%
38 12.756 914 916 917 rBV 51713 75840 2.17% 0.240%
39 12.791 917 919 922 rVB 179887 187865 5.37% 0.594%
40 12.939 929 932 934 rVB 1445075 1825806 52.15% 5.775%

41 13.111 945 947 949 rVB 27195 41124 1.17% 0.130%
42 13.179 949 953 955 rvv3 25388 59198 1.69% 0.187%
43 13.214 955 956 961 rVB3 23027 35471 1.01% 0.112%

44 13.831 1008 1010 1017 rVB 252220 358237 10.23% 1.133%
45 13.979 1020 1023 1029 rVB 733288 784482 22.41% 2.481%

46 14.151 1035 1038 1042 rBvV4 17682 38957 1.11% 0.123%
47 14.448 1062 1064 1067 rBv4 22083 47473 1.36% 0.150%
48 14.997 1109 1112 1116 rBVY 48964 92477 2.64% 0.292%
49 15.282 1135 1137 1140 rVB 31669 39305 1.12% 0.124%
50 15.340 1140 1142 1145 rVB 42739 57461 1.64% 0.182%
51 15.397 1145 1147 1150 rBvVY 479796 635620 18.15% 2.010%
52 15.831 1182 1185 1188 rBvVY 19830 36464 1.04% 0.115%
53 16.060 1202 1205 1210 rVB6 13856 39906 1.14% 0.126%
54 16.780 1265 1268 1272 rBvV 14250 38521 1.10% 0.122%
55 17.088 1292 1295 1301 rVB 25803 55746 1.59% 0.176%
Sum of corrected areas: 31616563
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF032216\

BF085697 .D

23 Mar 2016 10:23

UM/SsJ

H1857-16

33 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085697.D

Acq On : 23 Mar 2016 10:23

Operator : UM/SJ

Sample : H1857-16

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

5.02 11.14 ng 395575 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 239 (5.019 min): BF085697.D (-236) (-) m/z 43.05 100.00%
a3
59
5000
101
460 4.80 5.00 5.20 5.40
83
o...,....,....,....I,'::..?.l.~!.|,...‘??....,.~...,....-,....,....,....,....,...., m/z 59.10 59.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rrrrfrrr T
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 24 _08%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 17 .43%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- R Emmmm e B
59 460 4.80 5.00 5.20 5.40
31 m/z 41.10 9.37%
5000 41
73
0 '”I'%?'P"'I”"I'“'?}'”I'"W""P'g?l”"%g?”l"'W""I”"I”"I IS LR IS UL AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085697.D

Acq On : 23 Mar 2016 10:23

Operator : UM/SJ

Sample : H1857-16

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.60 Concentration Rank 2

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

6.60 80.46 ng 2857160 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 377 (6.596 min): BF085697.D (-375) (-) m/z 132.10 100.00%
5000 68
40 | % 620 640 6.60 6.80 7.00
54 : : : : :
IR TR .,.|.'.7?....|,’ﬂ.°.6..,.. e | m/Z 68.10  42.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 R RS I I
6.20 6.40 6.60 6.80 7.00
2 51 m/z 134.10 32.11%
0 ‘ L1 H | jg 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 27 .31%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl e A EARAS DEaE LA
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 17.27%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085697.D

Acq On : 23 Mar 2016 10:23

Operator : UM/SJ

Sample : H1857-16

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane Concentration Rank 12

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

9.81 2.07 ng 109102 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 80

Abundance Scan 658 (9.808 min): BF085697.D (-653) (-) m/z 57.10 100.00%
57
43 71

5000

9.40 9.60 9.80 10.00 10.20

113 127 141 155

o m/z 71.10 70.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64575: Pentadecane
57
43
71
5000 8
S 9.40 9.60 9.80 10.00 10.20
m/z 43.05 69.67%
29 99
Otk 12 127 141155 160 183 212
I LI o o o e o R EE R EE A R o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
71 9.40 9.60 9.80 10.00 10.20
5000 85 m/z 85.10 48 .49Y%
29
ol 15 99 113 127 141 155 169 198
T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73964: Hexadecane
3 57 9.40 9.60 9.80 10.00 10.20
m/z 41.10 33.90%
71
5000
85
29
. Lo L ) 99 113127 141 155 169 183 226
R B SRR REE e a s e e e R AR REE s R EEEEREEEEEE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10. 00 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085697.D

Acq On : 23 Mar 2016 10:23

Operator : UM/SJ

Sample : H1857-16

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.30 2.52 ng 132810 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Dodecane, 1-i1odo- 296 C12H251 004292-19-7 72
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 701 (10.299 min): BF085697.D (-700) (-) m/z 57.10 100.00%
57
5000 85
99 10,00 10.20 10.40 10.60
113 127
o...,....-,'...|,..":.,'!-...',....,....149.1?.4 e 1% o m/z 43.10 69.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57
43
71
5000 85 UL SRR RARRA
10.00 10.20 10.40 10.60
29 o m/z 71.10 66 .19%
obds L BusEmisie 18
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
43 57
7 10,00 10,20 10.40 10.60
5000 85 m/z 85.10 43.67%
99 140
o 113127 154166 182195 226
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #73965: Hexadecane e T
43 97 10.00 10.20 10.40 10.60
m/z 41.10 32.48%
5000 n
85
29
o | L L w 99 113 127 141 155 169 183 197 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085697.D

Acq On : 23 Mar 2016 10:23

Operator : UM/SJ

Sample : H1857-16

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.77 4.49 ng 225316 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Eicosane 282 C20H42 000112-95-8 83
4 Nonadecane 268 C19H40 000629-92-5 80
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80

Abundance Scan 742 (10.768 min): BF085697.D (-741) (-) m/z 57.10 100.00%

g7
43

71

5000

10.40 10.60 10.80 11.00

99113157141155169183

224

0 m/z 43.10 72.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane
57
43 71
85
5000 LA L L L L L LB L L B

10.40 10.60 10.80 11.00
29 99 m/z 71.10 62.13%

113
A W Il J T127141156169183197211 240

15
O rr e e T e e e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 A e e e
1 10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 40.73%
29
oL15 99113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane L Eamn T et
43 57 10.40 10.60 10.80 11.00
m/z 41.10 33.76%
71
5000
85
o ‘ | 9P 118127141455169 282 J
N s o o = ¥ S S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085697.D

Acq On : 23 Mar 2016 10:23

Operator : UM/SJ

Sample : H1857-16

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.89 5.05 ng 253229 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Cyclic octaatomic sulfur 256 S8 010544-50-0 37
3 Pentadecanoic acid 242 C15H3002 001002-84-2 25
4 7-Amino-7H-S-triazolo[5,1-c]-S-t... 156 C3H4N6S 013728-28-4 25
5 Tridecanoic acid 214 C13H2602 000638-53-9 15
Abundance Scan 840 (11.888 min): BF085697.D (-838) (-) m/z 73.10 100.00%
73
43 60
5000 129 192
| 1160 11.80 12,00 12.20
Ot i m/z 64.00 72 .82%
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 L UL B L BULLE
129 nmnmnmnm
. 213 m/z 60.00 70.82%
0 T I‘l - i“" ||||| | HH‘ MH . H‘\ Iulwl |14‘|.3|| | Ba | |1?|5|]:99| . I‘I 2|2|7|?49| — —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
64
256 L SRR DU UM B
160 11.60 11.80 12.00 12.20
5000 128 102 m/z 43.10 70.23%
32 96 224
R R A A B L NS A LR LAY SARR RARRN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid B A RRREE R
43 60 73 11.60 11.80 12.00 12.20
m/z 57.10 62.24%
129
5000 29 ”
3 199
I \H LA [5I0F | o |
0 H\ 1l \\‘H ‘H\ M‘\ “‘.l...‘....‘... |2|2|5”|\””|” N
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\BF032216\
Data File : BF085697.D

Acq On : 23 Mar 2016 10:23

Operator : UM/SJ

Sample : H1857-16

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroacetic acid, tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.83 9.13ng 358237  Chrysene-diz 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91

3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

4 1-Nonadecene 266 C19H38 018435-45-5 91

5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91

Abundance Scan 1010 (13.831 min): BF085697.D (-1008) (-) m/z 57.10 100.00%
43 g7 97

5000

-

125

13.60 13.80 14.00 14.20
m/z 83.10 98.30%

. 139153168182 200215230
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143984: Trichloroacetic acid, tetradecyl ester

43 83

:

13.I60 13!80 14.IOO 14.I20
125 m/z 97.10 89.81%

139153168 196 241

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 57
83 HREUL BN BULRLELE BRI B
97 13.60 13.80 14.00 14.20
5000 m/z 55.10 88.37%
29 111

125
o 139153167182 210

W@‘mﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)- T
13.60 13.80 14.00 14.20

8397 m/z 43.10 86.60%

-

5000

12

:

5
139153167 182196210224 252 280

e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085697.D

Acq On : 23 Mar 2016 10:23

Operator : UM/SJ

Sample : H1857-16

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benz[e]acephenanthrylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.00 2.91 ng 92477 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
2 Benzo[a]pyrene 252 C20H12 000050-32-8 91
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
4 Benzo[e]pyrene 252 C20H12 000192-97-2 87
5 Perylene 252 C20H12 000198-55-0 87
Abundance Scan 1112 (14.997 min): BF085697.D (-1109) (-) m/z 252.10 100.00%
252
5000
5 s 86 100113 o 15 00 224 26825 14.60 14.80 15.00 15.20 15.40
0 2 1 m/z 250.10 26.64%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89826: Benz[e]acephenanthrylene
252
5000
14.60 14.80 15.00 15.20 15.40
126 m/z 253.20 25.10%
0L.39 74 871001}3‘M 150 174187200 22437 ||
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
14.60 14.80 15.00 15.20 15.40
5000 m/z 126.00 14 .56%
126
113 228
41 57 83 100 149 200
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89823: Benzo[K]fluoranthene
252 14.60 14.80 15.00 15.20 15.40
m/z 125.10 11.47%
5000
113126
o 2 | 20 24 |
m/z--> 4 60 80 1(')0 120 140 160 180 200 220 240 260 280 14,60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085697.D

Acq On : 23 Mar 2016 10:23

Operator : UM/SJ

Sample : H1857-16

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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... 5.02 11.1 ng 395575 1 6.84 710190 20.0
unknown6 .60 6.60 80.5 ng 2857160 1 6.84 710190 20.0
Pentadecane 9.81 2.1 ng 109102 3 9.86 1053270 20.0
Tetradecane 10.30 2.5 ng 132810 3 9.86 1053270 20.0
Heptadecane 10.77 4.5 ng 225316 4 11.35 1003610 20.0
n-Hexadecanoic acid 11.89 5.0 ng 253229 4 11.35 1003610 20.0
Trichloroacetic a... 13.83 9.1 ng 358237 5 13.98 784482 20.0
Benz[e]acephenant... 15.00 2.9 ng 92477 6 15.40 635620 20.0
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