LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081925.D
Aca On : 1 Oct 2015 2:55 Instrument :
Operator : UM/1Z E?Afs el

- _ lentosampleld :
3?22'6 : G3828-03 (OGS-SSCF-PH-FL-3-4-4.5
ALS Vial : 16 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-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 heiaht area % max. total
1 5.108 256 260 266 rVB 1039049 1623949 48.61% 4._.422%
2 5.508 292 295 298 rBVY 2452360 2747303 82.23% 7.481%
3 6.537 382 385 388 rBVY 2265726 2715073 81.27% 7.393%
4 6.674 394 397 400 rBVY 2892320 2966117 88.78% 8.076%
5 6.903 415 417 420 rBV 629219 683623 20.46% 1.861%
6 7.063 428 431 433 rBVY 2632653 2392847 71.62% 6.515%
7 7.474 464 467 472 rBV 1730799 1893388 56.67% 5.155%
8 7.554 472 474 481 rVB 52753 98072 2.94% 0.267%
9 8.194 527 530 532 rBV 929097 906109 27.12% 2.467%
10 9.269 621 624 627 rBY 3317560 3340894 100.00% 9.097%
11 9.383 632 634 636 rVB2 32257 39693 1.19% 0.108%

12 9.669 656 659 661 rBv 783895 832323 24.91% 2.266%
13 9.943 681 683 685 rBv 790461 953675 28.55% 2.597%
14 9.977 685 686 688 rvB 120897 100982 3.02% 0.275%

15 10.343 717 718 719 rBV 34144 42039 1.26% 0.114%
16 10.377 719 721 722 rVB 40481 53385 1.60% 0.145%
17 10.492 729 731 734 rVB 44068 47601 1.42% 0.130%

18 10.743 750 753 755 rBV 1534059 1965953 58.85% 5.353%
19 10.846 760 762 767 rVB 101033 139079 4.16% 0.379%

20 10.949 767 771 773 rBV 27197 41902 1.25% 0.114%
21 11.040 776 779 781 rBV3 20660 36282 1.09% 0.099%
22 11.189 788 792 795 rBV2 17438 43908 1.31% 0.120%
23 11.292 798 801 803 rvv2 85050 90946 2.72% 0.248%
24 11.326 803 804 807 rVvB 34881 38612 1.16% 0.105%

25 11.440 811 814 818 rBv2 557791 1346369 40.30% 3.666%

26 11.509 818 820 826 rVB 122990 167369 5.01% 0.456%
27 11.658 830 833 837 rBv3 159744 294315 8.81% 0.801%
28 11.715 837 838 841 rVvB 38867 56503 1.69% 0.154%
29 11.932 855 857 858 rBvV 59706 62811 1.88% 0.171%
30 11.966 858 860 862 rvv 89967 130588 3.91% 0.356%

31 12.046 865 867 871 rvB2 114525 166307 4.98% 0.453%
32 12.126 872 874 876 rBV 42655 38988 1.17% 0.106%
33 12.229 882 883 884 rBvV 45651 45255 1.35% 0.123%
34 12.481 903 905 907 rBv2 130123 222756 6.67% 0.607%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081925.D
Aca On : 1 Oct 2015 2:55 Instrument :
Operator : UM/1Z E?Afs el

- _ lentosampleld :
3?22'6 : G3828-03 (OGS-SSCF-PH-FL-3-4-4.5
ALS Vial : 16 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-BF092815.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.515 907 908 911 rvv2 48850 68296 2.04% 0.186%
36 12.572 911 913 916 rVB 36440 46529 1.39% 0.127%
37 12.652 917 920 922 rBV 542679 700008 20.95% 1.906%
38 12.709 922 925 927 rVB2 21618 34125 1.02% 0.093%
39 12.801 929 933 934 rBV3 21226 40245 1.20% 0.110%
40 12.881 936 940 942 rBV2 497920 751943 22.51% 2.047%
41 12.926 942 944 946 rVB 44213 57519 1.72% 0.157%
42 13.029 950 953 955 rvv 1972361 2775780 83.08% 7.558%
43 13.086 956 958 961 rvB2 47967 82924 2.48% 0.226%
44 13.201 964 968 970 rBV2 67513 117914 3.53% 0.321%
45 13.269 973 974 975 rBV 49793 43777 1.31% 0.119%
46 13.304 975 977 979 rBV 51227 59039 1.77% 0.161%
47 13.429 987 988 990 rBVvV2 34203 39477 1.18% 0.107%
48 13.509 992 995 997 rVB4 19310 39709 1.19% 0.108%
49 13.589 1000 1002 1004 rBV3 36742 68981 2.06% 0.188%
50 13.715 1011 1013 1015 rBV 51083 68191 2.04% 0.186%

51 13.818 1019 1022 1024 rBV2 50237 105192 3.15% 0.286%
52 13.909 1029 1030 1035 rVB2 161241 265553 7.95% 0.723%
53 14.069 1040 1044 1051 rBV2 798157 1786302 53.47% 4._.864%

54 14.184 1051 1054 1055 rVB2 40092 56761 1.70% 0.155%
55 14.229 1056 1058 1061 rBvV4 32211 53575 1.60% 0.146%
56 14.458 1076 1078 1080 rBV 66136 77074 2.31% 0.210%
57 14.538 1083 1085 1088 rBv4 46511 103362 3.09% 0.281%
58 14.767 1103 1105 1110 rVB3 29002 72588 2.17% 0.198%
59 14.847 1110 1112 1113 rBV 40478 51690 1.55% 0.141%
60 14.915 1116 1118 1120 rBV 39851 46605 1.39% 0.127%

61 15.109 1132 1135 1139 rBV 327155 706213 21.14% 1.923%
62 15.212 1142 1144 1146 rVB 65797 73777 2.21% 0.201%
63 15.407 1158 1161 1164 rVB 175392 231099 6.92% 0.629%
64 15.475 1164 1167 1169 rVvVv 204610 335273 10.04% 0.913%
65 15.532 1169 1172 1182 rVB 590057 971394 29.08% 2.645%

66 16.035 1214 1216 1219 rBV4 20359 33987 1.02% 0.093%
67 16.972 1295 1298 1303 rVB2 82080 191070 5.72% 0.520%
68 17.144 1311 1313 1316 rBV 26867 64319 1.93% 0.175%

69 17.407 1332 1336 1343 rVB 73385 180457 5.40% 0.491%

Sum of corrected areas: 36725764
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081925.D

Aca On : 1 Oct 2015 2:55

Operator : UM/I1Z

Sample : 63828-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

OGS-SSCF-PH-FL-3-4-4.5

Abundance TIC: BF081925.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\

Data File : BF081925.D

Aca On : 1 Oct 2015 2:55

Operator : UM/I1Z

ﬁ?ggle i 63828-03 OGS-SSCF-PH-FL-3-4-4.5
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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.

5.11 47 .51 ng 1623950 1,4-Dichlorobenzene-d4 6.90
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 260 (5.108 min): BF081925.D (-256) (-) m/z 43.10 100.00%
43
59
5000
i "% 5 5k s
83 : : : :
o...,....,....,....','::..?.1.4.',...‘??....,.~...,....-,....,....,....,....,...., m/z 59.10 65.14%
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 LA AL LIS LS IR
59 480 500 520 540
m/z 101.10 22 .69%
o a ol 83 g3 %!
R I N IR UL LI I IR LR RN SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 17.71%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4-methyl-
43 4.80 5.00 5.20 5.40
m/z 41.10 8.87%
5000
101
15
A |
0'“l”'WHN”'“w“L'VJ'VH'b“'wgﬁw'“i““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081925.D

Aca On : 1 Oct 2015 2:55

Operator : UM/I1Z

Sample : 63828-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 2 unknown6.67 Concentration Rank 1

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

6.67 86.78 ng 2966120 1,4-Dichlorobenzene-d4 6.90
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-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 397 (6.674 min): BF081925.D (-394) (-) m/z 132.10 100.00%
5000 68
40 54 %6 " 640 6.60 6.80 7.00
0 g8 lswr ) "n/z 68.10 41.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR RS SR LR R
6.40 6.60 6.80 7.00
2 51 m/z 134.10 33.08%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.10 28.16%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R B R
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.17%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\

Data File : BF081925.D

Aca On : 1 Oct 2015 2:55

Operator : UM/I1Z

ﬁ?ggle i 63828-03 OGS-SSCF-PH-FL-3-4-4.5
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 9

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

7.55 2.16 ng 98072 Naphthalene-d8 8.19
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 45
3 Hexanamide. 6-(Cheptvlioxv)- 229 C13H27N02 055191-08-7 40
4 Hvdroxvpivalic acid 118 C5H1003 004835-90-9 40
5 Urea, ethyl- 88 C3H8N20 000625-52-5 37

Abundance Scan 474 (7.554 min): BF081925.D (-472) (-) m/z 73.10 100.00%
R
5000 41
101 RN SR I R
] | | 7.20 7.40 7.60 7.80
Ob—— - m/z 88.05 83.97%
m/z--> 50 100 150 200 250 300 350
Abundance #20008: Hexanoic acid, 2-ethyl-
73
41
5000 AR A L RS
101 7.20 7.40 7.60 7.80
m/z 41.10 42 .03%
0 N
m/z--> 50 100 150 200 250 300 350
Abundance
43 88

7.20 7.40 7.60 7.80
5000 71 m/z 57.10 42 .01%

109 135155173 214 242 272 294313 355

o T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #75650: Hexanamide, 6-(heptyloxy)-

73 7.20 7.40 7.60 7.80
m/z 55.10 27 .85%
5000
43 0
18

oL Ll L | 112 140158 184 220

m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\

Data File : BF081925.D

Aca On : 1 Oct 2015 2:55

Operator : UM/I1Z

ﬁ?ggle i 63828-03 OGS-SSCF-PH-FL-3-4-4.5
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.85 2.07 ng 139079 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Dodecane. l1l-iodo- 296 C12H251 004292-19-7 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Dodecane., 2-methvl- 184 C13H28 001560-97-0 83
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
Abundance Scan 762 (10.846 min): BF081925.D (-760) (-) m/z 57.10 100.00%
57
5000 85
113 169 195 10.60 10.80 11.00 11.20
ol A M 38 Tw/z 43.10 68.60%
m/z--> 50 100 150 200 250 300 350
Abundance #45544: Tridecane
57
5000 A SRR SR SURIURA S
85 10.60 10.80 11.00 11.20
29 ‘ m/z 71.10 61.32%
oL I“I ‘:“l“u \lw |“| “Il}?‘llﬁ-ll : |1|84|.| T T
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,60 10.80 11.00 11.20
5000 85 m/z 85.10 39.76%
29 13 185 oo
ob— e e
m/z--> 50 100 150 200 250 300 350 '
Abundance #155178: Octacosane B LA R
57 10.60 10.80 11.00 11.20
m/z 41.10 28 .54%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\

Data File : BF081925.D

Aca On : 1 Oct 2015 2:55

Operator : UM/I1Z

ﬁ?ggle i 63828-03 OGS-SSCF-PH-FL-3-4-4.5
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Cyclotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.66 4_.37 ng 294315 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 98
2 2-Tetradecene. (E)- 196 C14H28 035953-53-8 96
3 1-Tetradecene 196 C14H28 001120-36-1 95
4 1-Hexadecanol 242 C16H340 036653-82-4 94
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
Abundance Scan 833 (11.658 min): BF081925.D (-830) (-) m/z 55.10 100.00%
>0 JJ\W
5 179 U SR AR SUNN SR
140151 167 11.40 11.60 11.80 12.00
o} m/z 83.10 85.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53623: Cyclotetradecane
55 8
41 69
97
5000 R DU B SUCIN B
111 196 11140 11.60 11.80 12.00
125 m/z 69.10 75.82%
T
0Illlllllhlll\‘lwll‘llll‘Ilwlwlll\lIll‘lllwwlllhllIlwlllllll\lllll
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
4 HRER ISR SN SURRURN B
11.40 11.60 11.80 12.00
5000 29 69 m/z 43.10 75.51%
83
97
111
ol 15 125 140 153 168 181 10
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53614: 1-Tetradecene R B B R
43 11.40 11.60 11.80 12.00
70 83 m/z 57.10 74.74%
97
5000 29
111
oL s BN ‘ h 125 140 154 168 19
mz-> 20 40 60 8 'iAd"iéd"iéd"'zc')d"' 11,40 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\

Data File : BF081925.D

Aca On : 1 Oct 2015 2:55

Operator : UM/I1Z

ﬁ?ggle i 63828-03 OGS-SSCF-PH-FL-3-4-4.5
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.05 2.47 ng 166307 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 81
2 Methvl diselenide 190 C2H6Se2 007101-31-7 49
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 45
4 4.4"-Difluorobiphenvl 190 C12H8F2 000398-23-2 17
5 1-Methyl-2-phenylpiperidin-4-one 189 C12H15NO 091640-05-0 12

Abundance Scan 867 (12.046 min): BF081925.D (-865) (-) m/z 190.10 100.00%
190
5000 MJ&
0 163 1180 12.00 12.20 12.40
63 81 : . . .
ol 20 2 20 L Sl 118123 139190 T, 16 M. Tm/z 189.10 94.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.80 12.00 12.20 12.40
m/z 192.10 40.50%
oL 27 3 50 63 8L | 110122 137 150 163 178 ||
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
93 190
175 1180 12.00 12.20 12.40
5000 m/z 191.10 37.95%
80 109 160
L L S 00 L UL L S L B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49336: 6H-Cyclobuta[jk]phenanthrene R EAREEE R LS
189 11.80 12.00 12.20 12.40
m/z 94.60 20.14%
5000
94
8l 163
0|""|'"'l""|‘""'|""|""|""|""'|"'"|" R SURIULR SO BRI B
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\

Data File : BF081925.D

Aca On : 1 Oct 2015 2:55

Operator : UM/I1Z

ﬁ?ggle i 63828-03 OGS-SSCF-PH-FL-3-4-4.5
ALS Vial : 16 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

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 1-Hexadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.48 3.31 ng 222756 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecene 224 C16H32 000629-73-2 97
2 Cvclohexadecane 224 C16H32 000295-65-8 94
3 Chloroacetic acid. pentadecvl ester 304 C17H33CI02 070301-47-2 89
4 1-Octadecanol 270 C18H380 000112-92-5 89
5 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 87
Abundance Scan 905 (12.481 min): BF081925.D (-903) (-) m/z 206.10 100.00%
55 206
5000 41
125 SR DU BN BRI SR
139 163 178 224 12.20 12.40 12.60 12.80
Olrprrrr it m/z 55.10 83.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72486: 1-Hexadecene
83
5000/ 29 0 97 R e I REREsmEEme e
nmnmnmnm
111 m/z 83.10 73.61%
I
m/z--> ﬁo 45 60 80 100 120 150 1éo 180 200 220 250 2éo
Abundance
41 % o 8
97 12)20 12!40 12!60 12)80
5000 m/z 57.10 67.27%
111
25
o 21 139 153 167 181 196 224
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119685: Chloroacetic acid, pentadecy! ester R T R
55 69 83 12.20 12.40 12.60 12.80
97 m/z 43.10 64.22%
5000 4 111
140
P T O 2 O ) e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081925.D

Aca On : 1 Oct 2015 2:55

Operator : UM/I1Z

Sample : 63828-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNISTO2.L
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

Peak Number

9 Trichloroacetic acid, penta...

Concentration Rank 7

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

13.91 2.97 ng 265553 Chrysene-di12 14.08

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 91
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 89
5 1-Docosene 308 C22H44 001599-67-3 87

m/z 57.10 100.00%

-

13.60 13.80 14.00 14.20

Abundance Scan 1030 (13.909 min): BF081925.D (-1029) (-)
3% e
5000
125 230
. . 140154168 1g3 202
T I TTTT I I.I.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57
83
5000
126140154 182 210

m/z 55.10 81.06%

r

13. 60 13 80 14. OO 14.20

m/z 83.10 80.27%

E

13.60 13.80 14.00 14.20

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83
97
5000
111
29
o 139153167181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
3
5000
29
o 126140154168182 210 23852266 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 43.10 79 .39%

-

13.60 13.80 14.00 14.20

m/z 97.10 68 .44%

5

13. 60 13 80 14. OO 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF093015\

Data File : BF081925.D

Acq On : 1 Oct 2015 2:55

Operator : UM/1Z

3?22'6 i 63828-03 0GS-SSCF-PH-FL-3-4-4.5
ALS Vial : 16 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.11 47.5 ng 1623950 1 6.90 683623 20.0
unknown6 .67 6.67 86.8 ng 2966120 1 6.90 683623 20.0
Hexanoic acid, 2-... 7.55 2.2 ng 98072 2 8.19 906109 20.0
Tridecane 10.85 2.1 ng 139079 4 11.44 1346370 20.0
Cyclotetradecane 11.66 4.4 ng 294315 4 11.44 1346370 20.0
4H-Cyclopenta[def... 12.05 2.5 ng 166307 4 11.44 1346370 20.0
1-Hexadecene 12.48 3.3 ng 222756 4 11.44 1346370 20.0
Trichloroacetic a... 13.91 3.0 ng 265553 5 14.08 1786300 20.0
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