LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090268.D

Aca On : 27 Sep 2016 22:43

Operator : UM/SJ

Sample : H4949-07 2X

Misc :

ALS Vial : 21 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-BF092016.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 1.644 4 5 49 rVB 1877195 5347411 54.94% 14.310%
2 4_.536 256 258 265 rBV 137424 230772 2.37% 0.618%
3 5.027 299 301 315 rBV 824650 1168969 12.01% 3.128%
4 6.136 395 398 400 rBV 914522 1133837 11.65% 3.034%
5 6.239 405 407 410 rVvV 1369191 1238237 12.72% 3.314%
6 6.479 425 428 430 rBV 519042 704858 7.24% 1.886%
7 6.627 439 441 444 rBV 1126207 996592 10.24% 2.667%
8 7.039 475 477 480 rBV 503435 671325 6.90% 1.796%
9 7.759 538 540 543 rBV 900095 951571 9.78% 2.546%
10 8.833 632 634 637 rBY 1072633 1400369 14.39% 3.747%

11 9.245 667 670 672 rBV 284482 394731 4._.06% 1.056%
12 9.359 678 680 685 rvB 213769 191559 1.97% 0.513%
13 9.496 690 692 694 rBvV 947831 937974 9.64% 2.510%
14 10.285 758 761 763 rBvV2 529678 661572 6.80% 1.770%
15 10.433 770 774 777 rBV2 59161 103528 1.06% 0.277%

16 10.971 818 821 825 rBv2 723552 1285868 13.21% 3.441%
17 11.039 825 827 829 rVB 148313 135016 1.39% 0.361%
18 11.462 862 864 866 rBvV 72314 110135 1.13% 0.295%
19 11.531 868 870 872 rvv2 161087 214269 2.20% 0.573%
20 11.576 872 874 879 rvB2 113990 222398 2.28% 0.595%

21 11.782 889 892 895 rBv2 83136 121986 1.25% 0.326%
22 12.171 923 926 928 rBV 724137 933526 9.59% 2.498%
23 12.308 936 938 942 rBV2 95946 144347 1.48% 0.386%
24 12.388 942 945 948 rBV 906813 914857 9.40% 2.448%
25 12.548 957 959 962 rBV 1100743 1002249 10.30% 2.682%

26 12.616 962 965 966 rvv2 120833 162710 1.67% 0.435%
27 12.719 970 974 976 rVB2 106621 198959 2.04% 0.532%
28 12.822 981 983 985 rBV 134004 148306 1.52% 0.397%
29 13.039 999 1002 1004 rBV 543040 698736 7.18% 1.870%
30 13.222 1016 1018 1020 rVB 116648 113588 1.17% 0.304%

31 13.325 1025 1027 1028 rBV 119291 126157 1.30% 0.338%
32 13.577 1046 1049 1050 rBV2 936235 1410318 14.49% 3.774%
33 13.622 1050 1053 1056 rVB 5535813 9733938 100.00% 26.048%
34 13.965 1081 1083 1085 rBV 72397 104953 1.08% 0.281%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090268.D

Aca On : 27 Sep 2016 22:43

Operator : UM/SJ

Sample : H4949-07 2X

Misc :

ALS Vial : 21 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-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.102 1092 1095 1099 rBV5 65447 142947 1.47% 0.383%

36 14.571 1133 1136 1140 rBV 486687 989200 10.16% 2.647%
37 14.800 1154 1156 1159 rVB 289837 342758 3.52% 0.917%
38 14.857 1159 1161 1163 rBV 316034 416317 4.28% 1.114%
39 14.902 1163 1165 1170 rVV2 523644 706264 7.26% 1.890%
40 15.314 1199 1201 1203 rBV2 78336 117497 1.21% 0.314%

41 15.794 1241 1243 1250 rVB4 86903 162925 1.67% 0.436%
42 16.045 1262 1265 1269 rVB2 180836 318433 3.27% 0.852%
43 16.377 1291 1294 1298 rVB 145464 256752 2.64% 0.687%

Sum of corrected areas: 37368714
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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\BF092716\

BF090268.D

27 Sep 2016 22:43

UM/SsJ

H4949-07 2X

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090268.D

Aca On 27 Sep 2016 22:43

Operator : UM/SJ

Sample : H4949-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 5

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

4.54 6.55 ng 230772 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
3 3-Hexanol 102 C6H140 000623-37-0 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 258 (4.536 min): BF090268.D (-256) (-) m/z 43.05 100.00%
43
59
5000
T 750 4k abo 4k
83 :
0....,....','-..'!l,'....,-....-,|....,....,....,....,....,2.97.. m/z 59.10 61.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L L R
59 420 440 460 480
m/z 101.10 21.08%
15 4 101
0"ﬂI'w”I'”'I'”'F%"J”"P"W"'W"”I"”I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
420 440 4.60 480
0
5000 101 m/z 58.10 16.12%
27 42 116
73 84
G L L S U S S B S S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4417: 3-Hexanol e A REEREREEEE B
50 420 4.40 4.60 4.80
m/z 41.10 9.21%
5000 31 43 73 S
‘ 84 101
0""l"*"‘l‘"l“"l'l""|""l""l""l""l""l"" A AN
m/z--> 20 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090268.D

Aca On 27 Sep 2016 22:43

Operator : UM/SJ

Sample : H4949-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknown6.24 Concentration Rank 2

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

6.24 35.13 ng 1238240 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 407 (6.239 min): BF090268.D (-405) (-) m/z 132.10 100.00%
132
5000 68
| e " 6.00 620 6.40 6.60
40 54 75 104 . . . .
0 ..,....,....,...:,".'.‘.‘7.,:.'..??:.-.',..':.,..?‘.7,....,.':..,.1.1:‘3.,...., b | m/z 68.10 43.61%
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 RSN RS R L
6.00 6.20 6.40 6.60
78 m/z 134.10 32.30%
31 38 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 6.40 6.60
5000 m/z 66.10 26.13%
104
oL 14 27 37 4451 58 6 77 4997 | 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- T ./H e R mame
132 6.00 6.20 6.40 6.60

m/z 69.05 16.35%

5000

63 o0 104
15 28 39 % 7 7 " 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\BF092716\
Data File : BF090268.D

Aca On 27 Sep 2016 22:43

Operator : UM/SJ

Sample : H4949-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.53 3.33 ng 214269 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 2,5-Cyclohexadiene-1,4-dione, 2,... 176 C6H2CI1202 000615-93-0 18
Abundance Scan 870 (11.531 min): BF090268.D (-868) (-) m/z 73.10 100.00%
73
43 60
5000 129
85
LJ“ 8 15 | 143157171185 00213~ o 11.20 11,40 11.60 11.80
o} m/z 60.00 73.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 UL AR SR U RN
11.20 11.40 11.60 11.80
m/z 43.10 68.22%
Oy
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11fzo 11f4o 11!60 11fso '
5000 29 m/z 57.10 63.96%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39472: n-Decanoic acid R R mEEE
60 73 11.20 11.40 11.60 11.80
a1 m/z 55.10 51.42%
5000{ 29 129 ,\«/_f\AJ~wfvA\\AA&wAVA&AAJ
101115 143 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090268.D

Aca On 27 Sep 2016 22:43

Operator : UM/SJ

Sample : H4949-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.58 3.46 ng 222398 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4C1202 000090-60-8 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
3 2.6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 42
4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 38
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 30

Abundance Scan 874 (11.576 min): BF090268.D (-872) (-) m/z 189.10 100.00%

1

5000

11.20 11.40 11.60 11.80
m/z 190.10 99.32%

1
0 111 127139151

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-

5000

11.20 11.40 11.60 11.80
m/z 192.10 62.76%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190
11.20 11.40 11.60 11.80
5000 m/z 191.10 50.91%
94
0 27 39 50 63 81 110122 137 150 163 178
L B L s o e e e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52566: 2,6-Dichlorobenzaldoxime TR KA
154 189 11. 20 11. 40 11. 60 11. 80
m/z 94.60 22 .64%
5000 136
118
171
OIIIIIIII\‘H\\ “\\“‘ ‘ ?H“ “\ ‘\H H“ HH “H‘\ ‘HMIIIIH‘IIIIII e
m/z--> l 120 14 160 180 200 11. 20 11. 40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090268.D

Aca On 27 Sep 2016 22:43

Operator : UM/SJ

Sample : H4949-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 wunknownl2.31 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.31 2.05 ng 144347 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenalenoll.9-bclthiophene 208 C14H8S 079965-99-4 46
2 Benzene. l1l-methoxv-4-(phenvlethy... 208 C15H120 007380-78-1 38
3 Phenanthrene. 4-methoxv- 208 C15H120 015638-06-9 35
4 Asarone 208 C12H1603 002883-98-9 35
5 Anthracene, 1-methoxy- 208 C15H120 054458-84-3 35
Abundance Scan 938 (12.308 min): BF090268.D (-936) (-) m/z 208.05 100.00%
208
5000
43 81 3 104 165 222
8 s ol age 1 241 12.00 12.20 12.40 12.60
0 m/z 73.10 33.34%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #67901: Phenaleno[1,9-bc]thiophene
208
5000
104 163 12.00 12.20 12.40 12.60
m/z 57.10 31.69%
ol 45 6374 91 | 122 137150 | 174 ‘
m/z--> Jo eb 85 160 150 140 160 180 200 250 250
Abundance
208
12.00 12.20 12.40 12.60
5000 193 m/z 60.00 29.57%
165
e B R I S S B I WAL S I
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #67922: Phenanthrene, 4-methoxy-
6 208 12.00 12.20 12.40 12.60
165 m/z 43.10 28.95%
5000 193
0 "I'"'ﬁ?"'l"'?fl"'l'"%ﬁ?"'luh" S 'hk'l""l" RN BN BN
m/z--> 40 60 80 100 120 140 160 180 200 220 240 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090268.D

Aca On 27 Sep 2016 22:43

Operator : UM/SJ

Sample : H4949-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Pyrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.62 2.31 ng 162710 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 66
2 Pvrene. 4-methvl- 216 C17H12 003353-12-6 60
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 50
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 38
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 38
Abundance Scan 965 (12.616 min): BF090268.D (-962) (-) m/z 149.10 100.00%
149
5000 216
Ol e et e, 138 )l 67 120 MBS Tm/z 216.20  50.30%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74415: Pyrene, 1-methyl-
216
5000
12.40 12.60 12.80 13.00
m/z 215.10 46.44%
g5 108 189
o 41 6374 9 7" 122134 150163174 | 200 |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
216
12.40 12.60 12.80 13.00
5000 m/z 213.10 11.42%
108 189
ol 27 39 50 63 74 95 122134 150163174 200
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74418: 11H-Benzo[b]fluorene
216 12.40 12.60 12.80 13.00
m/z 217.20 10.21%
5000

107
28 39 50 63 81 94 7" 122 139150 163 176 189200 L\
e T e R B T e R e e

m/z--> 200 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090268.D

Aca On 27 Sep 2016 22:43

Operator : UM/SJ

Sample : H4949-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 9 11H-Benzo[a]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.72 2.82 ng 198959 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 91
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 90
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 87
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 87
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
Abundance Scan 974 (12.719 min): BF090268.D (-970) (-) m/z 216.20 100.00%
216
5000 UJU\/\___
108
4
189 12.40 12.60 12.80 13.00
ol 3 51 63 81 123 138 162174 228 /7 215 10 82 697
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74419: 11H-Benzo[a]fluorene
5000 A BARAR NARSUAARSA RS
12.40 12,60 12.80 13.00
m/z 213.10 21.21%
g 107 189
() ME S o S ! S 0 -2 <2 L V(e | M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
216
1240 1260 1280 1300
5000 m/z 217.20 18.61%
95 108 189
ob 27 5063 82 | i 122134 150103178 LAl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74420: 11H-Benzo[b]fluorene R EmmEEma S
216 12.40 12.60 12.80 13.00
m/z 107.80 16.22%
108
5000
. 122 1391511631758/ 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12,60 12,80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090268.D

Aca On 27 Sep 2016 22:43

Operator : UM/SJ

Sample : H4949-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknownl14.10 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.10 2.03 ng 142947 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-E-7-octadecene 266 C19H38 1000130-92-3 44
2 9H-Cvclopentalalpvrene 240 C19H12 050861-05-7 35
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 25
4 4-Methyl-E-9-octadecene 266 C19H38 1000130-87-1 25
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 20
Abundance Scan 1095 (14.102 min): BF090268.D (-1092) (-) m/z 57.10 100.00%
57
83 240

5000
4 L o B
257277 313 341 13.80 14.00 14.20 14.40
(0} m/z 69.10 71.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115913: 2-Methyl-E-7-octadecene
57
' L
5000 LA L L LB L L LN |
13.80 14.00 14.20 14.40
‘ 125141 183 266 m/z 83.10 68.31%
M S SO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
240
S EREEEEEEE S e
13.80 14.00 14.20 14.40
5000 m/z 240.10 68.29%
119

o 27 43 78 98 135 163 187 211

mﬁmﬁwﬁw@mﬁmﬁmﬁrﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #227401: Heptadecy! heptafluorobutyrate B s
13.80 14.00 14.20 14.40

m/z 239.15 64 .57%

5000

139 169 151210 238 j4503

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 80 14. 00 14 20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090268.D

Aca On 27 Sep 2016 22:43

Operator : UM/SJ

Sample : H4949-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 13 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.31 3.33 ng 117497 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 68
2 Octadecane 254 C18H38 000593-45-3 64
3 Octacosane 394 C28H58 000630-02-4 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 1201 (15.314 min): BF090268.D (-1199) (-) m/z 57.10 100.00%
5000
37 163 191 517 218 337356 383 15.00 15.20 15.40 15.60
o, 23 etk 29 m/z 71.10 81.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 L SRR B S S
15.00 15.20 15.40 15.60
m/z 85.10 60.62%
. %gk } Ll H m341?1 169 197 225 253 295 323 367
m/z--> 5 100 1éo 200 250 300 350 400
Abundance
57
15.00 15.20 15.40 15.60 |
5000 85 m/z 43.10 48.43%
29
. 113 141 169 197 995 254 W
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane R R e R B
57 15.00 15.20 15.40 15.60
m/z 55.10 30.31%
5000 85
29
o ‘ M | | M3 141 169 197 205 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 1540 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090268.D

Aca On 27 Sep 2016 22:43

Operator : UM/SJ

Sample : H4949-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 14 unknownl5.79 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.79 4.61 ng 162925 Perylene-d12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 43
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 43
3 Propanamide. N-(2.3-dihvdro-3-me... 220 C11H12N20S 332413-15-7 35
4 Benzoic acid. 4-I3-(3.4-dimethox... 397 C23H27NO5 1000317-25-8 35
5 Amiphenazole 191 C9HIN3S 000490-55-1 35
Abundance Scan 1243 (15.794 min): BF090268.D (-1241) (-) m/z 191.20 100.00%
5000
w06 330 2 37 | | 15 1580 1590 1500 1030
(o m/z 95.10 32.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191
5000 57 AR SRR SR B
15. 40 15. 60 15. 80 16 00 16 20
107 149 m/z 81.10 32.01%
0.2.9‘|‘ | \ M ‘ \mu ‘... A
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
15.40 1560 15.80 16.00 16.20
5000 m/z 137.10 25.05%
43 69 91 123 149
O I e o e e e L
m/z--> 5|0 1(|)0 1é0 200 250 300 350 4C|)0
Abundance #76970: Propanamide, N-(2,3-dihydro-3-methyl-2-benzothiazo... R Ra e e
191 15.40 15.60 15.80 16.00 16.20
m/z 280.20 24 .03%
5000
57 109 150 220
oL, 37“‘”‘“.‘"‘L}Z.Q.{.'.L.‘l‘.... N N T SRR ma I
m/z--> 50 100 150 200 250 300 350 400 15. 40 15. 60 15. 80 16 00 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092716\
Data File : BF090268.D

Acq On : 27 Sep 2016 22:43

Operator : UM/SJ

Sample > H4949-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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... 4.54 6.5 ng 230772 1 6.48 704858 20.0
unknown6 .24 6.24 35.1 ng 1238240 1 6.48 704858 20.0
n-Hexadecanoic acid 11.53 3.3 ng 214269 4 10.97 1285870 20.0
Benzaldehyde, 3,5... 11.58 3.5 ng 222398 4 10.97 1285870 20.0
unknownl12 .31 12.31 2.0 ng 144347 5 13.58 1410320 20.0
Pyrene, l-methyl- 12.62 2.3 ng 162710 5 13.58 1410320 20.0
11H-Benzo[a]fluorene 12.72 2.8 ng 198959 5 13.58 1410320 20.0
unknown14.10 14.10 2.0 ng 142947 5 13.58 1410320 20.0
Hexacosane 15.31 3.3 ng 117497 6 14.90 706264 20.0
unknownl15.79 15.79 4.6 ng 162925 6 14.90 706264 20.0
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