LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100915\
Data File : BF082158.D

Acq On : 9 Oct 2015 21:45

Operator : UM/1Z

Sample - G3921-03

Misc :

ALS Vial : 17 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-BF092815_.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 5.040 251 254 264 rVB 693013 1003135 50.19%  4.227%
2 5.451 288 290 293 rBvV 1727837 1847544 92.43% 7.785%
3 6.492 378 381 383 rBV 1629680 1998847 100.00% 8.422%
4 6.617 390 392 395 rBV 2067707 1973309 98.72% 8.314%
5 6.846 410 412 415 rBV 604524 603350 30.18% 2.542%
6 7.006 423 426 428 rBV 1754635 1592000 79.65% 6.708%
7 7.417 460 462 465 rBV 1059981 1118959 55.98% 4.715%
8 7.509 468 470 476 rVB 17174 33618 1.68% 0.142%
9 8.035 515 516 518 rBvY 13946 20076 1.00% 0.085%
10 8.137 522 525 527 rBVY 885337 797190 39.88% 3.359%
11 9.086 606 608 610 rvB 37906 34845 1.74% 0.147%
12 9.212 617 619 622 rBVY 1577421 1797638 89.93% 7.574%
13 9.555 644 649 651 rBV3 8726 20303 1.02% 0.086%
14 9.612 652 654 656 rvv 410040 336875 16.85% 1.419%
15 9.749 665 666 669 rBvV2 17976 30065 1.50% 0.127%
16 9.818 669 672 674 rBvV2 16198 26199 1.31% 0.110%
17 9.898 676 679 681 rBY 743313 813439 40.70% 3.427%
18 10.092 694 696 699 rBv2 14439 21856 1.09% 0.092%
19 10.298 712 714 715 rBV 33853 41627 2.08% 0.175%
20 10.321 715 716 717 rVB 47964 33498 1.68% 0.141%
21 10.435 724 726 729 rVB 22478 30345 1.52% 0.128%
22 10.538 733 735 738 rVB 29302 41111 2.06% 0.173%

23 10.686 745 748 750 rBV 1061630 1128923 56.48% 4._.757%
24 10.801 756 758 762 rVB 75974 124900 6.25% 0.526%

25 10.983 772 774 776 rBV3 13886 24187 1.21% 0.102%
26 11.132 783 787 788 rBV3 12411 28175 1.41% 0.119%
27 11.246 794 797 798 rBV2 38719 66065 3.31% 0.278%
28 11.269 798 799 802 rvB2 52798 54769 2.74% 0.231%
29 11.338 802 805 807 rBv2 16644 25373 1.27% 0.107%
30 11.383 807 809 814 rBv2 609714 897380 44.89%% 3.781%
31 11.452 814 815 817 rVB 52010 46338 2.32% 0.195%
32 11.624 825 830 832 rBV5 20066 59181 2.96% 0.249%
33 11.669 832 834 836 rvB 43591 39788 1.99% 0.168%

34 11.909 853 855 857 rBvV 250766 220434 11.03% 0.929%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100915\
Data File : BF082158.D

Acq On : 9 Oct 2015 21:45

Operator : UM/1Z

Sample - G3921-03

Misc :

ALS Vial : 17 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-BF092815_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.944 857 858 861 rvB2 19386 25799 1.29% 0.109%
36 11.989 861 862 868 rvVB 64051 105201 5.26% 0.443%
37 12.069 868 869 872 rBvV 26915 35355 1.77% 0.149%
38 12.184 875 879 882 rBvV3 18178 48442 2.42% 0.204%
39 12.424 898 900 902 rBV 28546 36959 1.85% 0.156%
40 12.469 902 904 905 rvB 22575 26736 1.34% 0.113%
41 12.595 912 915 917 rBV 396094 396598 19.84% 1.671%
42 12.629 917 918 921 rVB3 19893 21780 1.09% 0.092%
43 12.686 921 923 927 rBV3 35355 68399 3.42% 0.288%

44 12.789 930 932 933 rBV 223299 281748 14.10% 1.187%
45 12.824 933 935 937 rVB 296388 306180 15.32% 1.290%

46 12.972 945 948 950 rBV 1024520 1290685 64.57% 5.438%

47 13.052 952 955 958 rVvB3 41475 74769 3.74% 0.315%
48 13.098 958 959 960 rBV 25896 22390 1.12% 0.094%
49 13.155 962 964 966 rvVv 31324 47577 2.38% 0.200%
50 13.212 966 969 971 rvv2 25864 49794 2.49% 0.210%
51 13.258 971 973 976 rVB3 28724 44917 2.25% 0.189%
52 13.487 991 993 995 rBv2 121855 161233 8.07% 0.679%
53 13.532 995 997 1002 rvv3 37978 75916 3.80% 0.320%
54 13.829 1021 1023 1024 rBV 44981 68178 3.41% 0.287%

55 13.864 1024 1026 1032 rVB2 222451 345940 17.31% 1.458%

56 14.001 1036 1038 1046 rBV3 746222 1687283 84.41% 7.109%

57 14.127 1047 1049 1050 rVv2 33659 31071 1.55% 0.131%
58 14.184 1052 1054 1056 rVB3 69222 87522 4._.38% 0.369%
59 14.492 1078 1081 1083 rBV3 69359 118503 5.93% 0.499%
60 14.790 1105 1107 1108 rBV 51317 60684 3.04% 0.256%

61 15.052 1127 1130 1134 rBV 122836 269755 13.50% 1.137%
62 15.338 1153 1155 1158 rVB 66743 82958 4_.15% 0.350%
63 15.407 1158 1161 1164 rVV 88698 155736 7.79% 0.656%
64 15.464 1164 1166 1172 rVB 347754 534279 26.73% 2.251%

65 15.955 1206 1209 1213 rVB4 37780 82498 4.13% 0.348%

66 16.881 1287 1290 1294 rBV2 37892 76053 3.80% 0.320%

67 17.304 1324 1327 1333 rVB 35551 81184 4.06% 0.342%
Sum of corrected areas: 23733464
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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\BF100915\

BF082158.D

9 Oct 2015 21:45

umsiz

G3921-03

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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1500000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100915\
Data File : BF082158.D

Acq On : 9 Oct 2015 21:45

Operator : UM/I1Z

Sample - G3921-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.04 33.25 ng 1003140 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 254 (5.040 min): BF082158.D (-251) (-) m/z 43.05 100.00%
43
59
5000
o ik 500 520 540
e Sl 83l 69 8 | "m/z 59.10 62.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 20.34%
15 31 101
| 25 7] 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 15.93%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R e L
59 4.80 5.00 5.20 5.40
m/z 41.05 8.84%
5000
41
29 101
"'l""l"JHN"'Jlm”"l?%l*i""|??"|'§§'|""J""|' R U SRR UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100915\
Data File : BF082158.D

Acq On : 9 Oct 2015 21:45

Operator : UM/I1Z

Sample - G3921-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 2 unknown6.62 Concentration Rank 1

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

6.62 65.41 ng 1973310 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 392 (6.617 min): BF082158.D (-390) (-) m/z 132.10 100.00%
5000 68
96 [T T
40 54 78 | 106 6.20 6.40 6.60 6.80 7.00
0 AN W - N | N m/z 68.10 42.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I UL UL UL I
620 640 6.60 6.80 7.00
m/z 134.00 32.98%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.05 27 .69%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine- proplonyl R o
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.01%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.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\BF100915\
Data File : BF082158.D

Acq On : 9 Oct 2015 21:45

Operator : UM/I1Z

Sample - G3921-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 Octadecane Concentration Rank 8

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

10.80 2.78 ng 124900 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Heptacosane 380 C27H56 000593-49-7 86
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86

4 Heptadecane,

2,6,10,15-tetramethyl- 296 C21H44

054833-48-6 83

5 Tridecane 184 C13H28 000629-50-5 81
Abundance Scan 758 (10.801 min): BF082158.D (-756) (-) m/z 57.10 100.00%
57
5000
85
| 141 169 10.40 10.60 10.80 11.00 11.20
i 1"11....,-.'..'. | m/z  71.10  65.71%
miz--> 50 100 150 200 250 300 350
Abundance #91036: Octadecane
57
5000 85 TTTT LI L L L TT
1040 10,60 10.80 11.00 11 20
29 m/z 43.10 54.33%
113
Al Ty 169 107 gp 284
miz--> 50 100 150 200 250 300 350
Abundance
57
e
10.40 10.60 10.80 11.00 11.20
5000 m/z 85.10 32.86%
85
29
113 141 169 197 225 253 281 323 351 380
e R =l
miz--> 50 100 150 200 250 300 350
Abundance #91053: Pentadecane, 2,6,10-trimethyl- R AR REEa B S
57 10.40 10.60 10.80 11.00 11.20
m/z 41.10 24 .44%
5000
85
29 113
[ Ly g7 141 183 211 o3
e .
miz--> 50 100 150 200 250 300 350 1040 10,60 10.80 11.00 11 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100915\
Data File : BF082158.D

Acq On : 9 Oct 2015 21:45

Operator : UM/I1Z

Sample - G3921-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.91 4.91 ng 220434 Phenanthrene-d10 11.38
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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 20
Abundance Scan 855 (11.909 min): BF082158.D (-853) (-) m/z 73.10 100.00%
43 60 73
5000
129 102
97 213

A R vns o
e IO I 297 256 11.60 11.80 12.00 12.20

m/z 60.00 90.54%

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 L L L |

11.60 11.80 12.00 12.20

21 m/z 43.10 88.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 L o
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 78.07%
29 87 185
115 143 __171 228
101
15 157 19954,
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid R R R
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 70.26%
5000 129
29 171
115
214
Ll [ [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1160 1180 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100915\
Data File : BF082158.D

Acq On : 9 Oct 2015 21:45

Operator : UM/I1Z

Sample - G3921-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

—... Concentration Rank 9

Peak Number 6 Benzaldehyde, 3,5-dichloro

R.T. EstConc Area Relative to ISTD R.T.
11.99 2.34 ng 105201 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 72
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 53
3 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C10H7FN20 306936-57-2 46
4 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 25
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 25
Abundance Scan 862 (11.989 min): BF082158.D (-861) (-) m/z 190.10 100.00%

5000

95 65

113 127139 1531

m/z--> 20 40 60 80 100 120 140 160 180 200

P

11.60 11.80 12.00 12.20 12.40

Abundance #49487: Benzaldehyde, 3,5-dichloro-2-hydroxy-

5000

122 HH\ 148 “\ 173
L

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190
5000
95
27 43 6374 111122 137 150 163174
i I e B E e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48999: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190
5000
95 134 162
10 57 75 ‘ 107
1l

m/z--> 20 40 60 80 100 120 140 160 180 200

m/z 189.10 95.34%

-

11.60 11.80 12.00 12.20 12.40

m/z 192_.10 59.12%

=

S~
LI L L B L B L B B

11.60 11.80 12.00 12.20 12.40

m/z 191.10 52.18%

1

A
LI I O

11.60 11.80 12.00 12.20 12.40

m/z 187 .00 24 .61%

-

11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100915\
Data File : BF082158.D

Acq On : 9 Oct 2015 21:45

Operator : UM/I1Z

Sample - G3921-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.86 4.10 ng 345940 Chrysene-d12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 93
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 93
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 93
4 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 1026 (13.864 min): BF082158.D (-1024) (-) m/z 57.10 100.00%
57

43
83 o7

5000

:

125 R
. | 199153168182 202 20 253 g1 13.60 13.80 14.00 14.20
P

m/z 43.10 74 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57

83

%

13.60 13.80 14.00 14.20
m/z 55.10 65.98%

5000

125

139153167181196 224

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R L R
8 o7 13.60 13.80 14.00 14.20
5000 m/z 83.10 63.57%
111
29 125
139154168182196210 238 283
WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester R B A REEERE B L
57 13.60 13.80 14.00 14.20
43 m/z 97.10 57.92%
83
97
5000
29 125
169 238
Ll 139154 196210 265 283
L - R L R
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\BF100915\
Data File : BF082158.D

Acq On : 9 Oct 2015 21:45

Operator : UM/I1Z

Sample - G3921-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 Heptadecane Concentration Rank 10

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

14.79 2.27 ng 60684 Perylene-di12 15.46

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetradecane 198 C14H30 000629-59-4 64
3 Heneicosane 296 C21H44 000629-94-7 53
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 53
5 Octadecane 254 C18H38 000593-45-3 52

Abundance
5|7

85
5000

Scan 1107 (14.790 min): BF082158.D (-1105) (-)

128 155 182198214 239

256

279295

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82607: Heptadecane
57
5000 4 85
Ll M8 1 169 1gep11 240
”q.”q”.quulunlnnp.up.”.”..”..”..”..”.”..”.q”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
5000 85
41
26 113 141 169 198

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

m/z 57.10 100.00%

14.40 14.60 14.80 15.00 15.20

m/z 71.10 63.14%

14. 40 14. 60 14. 80 15. OO 15. 20

m/z 43.10 59.31%

o

14.40 14.60 14.80 15.00 15.20

m/z 85.10 56 .38%

Abundance #115570: Heneicosane e B B o B
57 14.40 14.60 14.80 15.00 15.20
m/z 55.10 27 .50%
85
5000
113

h I |, 141 169 197 225 253268 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 40 14. 60 14. 80 15. OO 15. 20

8270-BF092815.M Mon Oct

12 14:51:13 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100915\
Data File : BF082158.D

Acq On : 9 Oct 2015 21:45

Operator : UM/I1Z

Sample - G3921-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 Cyclooctadecane, ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.96 3.09 ng 82498 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclooctadecane, ethyl- 280 C20H40 1000151-22-5 83
2 Cyclopentadecane 210 C15H30 000295-48-7 58
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 56
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 53
5 1-Hexacosanol 382 C26H540 000506-52-5 41
Abundance Scan 1209 (15.955 min): BF082158.D (-1206) (-) m/z 57.10 100.00%

83

5000

123 144158 217 258 279 R e e R
174 193 15.60 15.80 16.00 16.20

295 m/z 43.10 92.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106404: Cyclooctadecane, ethyl-

E

5000

15!60 15.I80 16.IOO 16.I20
m/z 83.10 87.58%

153167

195

222237

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
69 83 T
15.60 15.80 16.00 16.20
5000 m/z 55.10 79.03%
29 111125

mﬁwmmﬁwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)- R e e R
15.60 15.80 16.00 16.20

m/z 97.10 75.20%

5000

125
140154

181196 223 252 280
R I e o
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100915\
Data File : BF082158.D

Acq On : 9 Oct 2015 21:45

Operator : UM/1Z

Sample - G3921-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
Quant Title : 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... 5.04 33.3 ng 1003140 1 6.85 603350 20.0
unknown6 .62 6.62 65.4 ng 1973310 1 6.85 603350 20.0
Octadecane 10.80 2.8 ng 124900 4 11.38 897380 20.0
n-Hexadecanoic acid 11.91 4.9 ng 220434 4 11.38 897380 20.0
Benzaldehyde, 3,5... 11.99 2.3 ng 105201 4 11.38 897380 20.0
Trichloroacetic a... 13.86 4.1 ng 345940 5 14.02 1687280 20.0
Heptadecane 14.79 2.3 ng 60684 6 15.46 534279 20.0
Cyclooctadecane, ... 15.96 3.1 ng 82498 6 15.46 534279 20.0
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