LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110515\
Data File : BF082706.D

Aca On > 4 Nov 2015 17:45

Operator : UM/I1Z

Sample : G4240-18

Misc :

ALS Vial : 13 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-BF103015.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 5.047 255 259 268 rVB 1576095 2290282 40.19% 4.338%
2 5.470 293 296 298 rBVY 4561406 4530440 79.51% 8.581%
3 6.499 383 386 388 rBVY 4605822 5344618 93.80% 10.123%
4 6.636 395 398 400 rBY 3997808 5036222 88.38% 9.539%
5 6.864 416 418 420 rBV 1371155 1201524 21.09% 2.276%
6 7.025 429 432 434 rVB 3679618 3813141 66.92% 7.222%
7 7.425 464 467 469 rBVY 3239782 3166812 55.58% 5.998%
8 8.145 528 530 533 rBY 1393035 1479295 25.96% 2.802%
9 9.105 612 614 616 rBV 98701 83866 1.47% 0.159%
10 9.230 622 625 627 rBY 5917420 5698133 100.00% 10.792%

11 9.619 657 659 661 rBVY 1155848 956728 16.79% 1.812%
12 9.905 681 684 686 rBVY 2091764 1897195 33.30% 3.593%
13 10.316 716 720 722 rBV 123105 206805 3.63% 0.392%
14 10.351 722 723 724 rVB 116692 80884 1.42% 0.153%
15 10.568 739 742 745 rBV 61177 89276 1.57% 0.169%

16 10.693 750 753 755 rBV 3137965 3823244 67.10% 7.241%
17 10.819 762 764 769 rVB 176588 216166 3.79% 0.409%
18 11.265 801 803 805 rBvV 155938 135193 2.37% 0.256%
19 11.379 811 813 816 rVvB2 1576712 1787946 31.38% 3.386%

20 11.448 816 819 821 rvB2 32081 61082 1.07% 0.116%
21 11.619 832 834 836 rBvV 59512 66887 1.17% 0.127%
22 11.688 838 840 843 rBV 79712 92175 1.62% 0.175%
23 11.916 858 860 865 rBv3 308326 462430 8.12% 0.876%
24 12.099 874 876 878 rVB 78426 65202 1.14% 0.123%

25 12.705 927 929 933 rBV 122879 128837 2.26% 0.244%

26 12.968 950 952 955 rvB 4062889 5264905 92.40% 9.972%
27 13.448 989 994 998 rBV 96346 156960 2.75% 0.297%
28 13.871 1029 1031 1039 rBV2 768329 904321 15.87% 1.713%
29 14.020 1041 1044 1046 rBV 2016819 1912069 33.56% 3.621%
30 14.202 1057 1060 1063 rBV 39752 59864 1.05% 0.113%

31 14.522 1085 1088 1090 rBV 60587 94806 1.66% 0.180%
32 14.888 1118 1120 1122 rVB 94454 113920 2.00% 0.216%
33 15.460 1167 1170 1173 rBV 1171567 1344068 23.59% 2.546%
34 15.985 1214 1216 1220 rBV 90368 159984 2.81% 0.303%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110515\
Data File : BF082706.D

Aca On > 4 Nov 2015 17:45

Operator : UM/I1Z

Sample : G4240-18

Misc :

ALS Vial : 13 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:\HPCHEM1I\BNA F\METHODS\8270-BF103015.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.083 1309 1312 1317 rBV6 21450 73092 1.28% 0.138%

Sum of corrected areas: 52798372
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082706.D

Aca On : 4 Nov 2015 17:45

Operator : UM/I1Z

Sample : 6G4240-18

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082706.D

Aca On : 4 Nov 2015 17:45

Operator : UM/I1Z

Sample : 6G4240-18

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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.

5.05 38.12 ng 2290280 1,4-Dichlorobenzene-d4 6.86
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 259 (5.047 min): BF082706.D (-255) (-) m/z 43.05 100.00%
43
59
5000
1 480 5.00 520 5.40
0 ...,....,....,..??','.-:..,??'.'!,...‘??....,??..,...:,|....,. m/z 59.10 60.46%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LI RIS R
59 480 500 520 5.40
m/z 101.10 19.05%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 5.00 520 5.40
5000 m/z 58.10 14 _.42%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e
50 4.80 5.00 5.20 5.40
m/z 41.10 9.45%
5000
41
0 "'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I' S AN RS AR AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082706.D

Aca On : 4 Nov 2015 17:45

Operator : UM/I1Z

Sample : 6G4240-18

Misc :

ALS Vial : 13 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.64 Concentration Rank 1

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

6.64 83.83 ng 5036220 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 398 (6.636 min): BF082706.D (-395) (-) m/z 132.10 100.00%
132
5000 68
40 % " 640 6.60 6.80 7.00
54 : : : :
ol Jrer |Asus | n/z 68.10  39.66%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL I R I
6.40 6.60 6.80 7.00
2 78 m/z 134.10 34.17%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 " 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 25.41%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R
132 6.40 6.60 6.80 7.00
m/z 69.10 16.67%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es f 206 | | | I
m/z--> 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\BF110515\
Data File : BF082706.D

Aca On : 4 Nov 2015 17:45

Operator : UM/I1Z

Sample : 6G4240-18

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.82 2.42 ng 216166 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 10-Methvlnonadecane 282 C20H42 056862-62-5 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 764 (10.819 min): BF082706.D (-762) (-) m/z 57.10 100.00%

g7
43

71

5000

99
113127141155 169 185 10.40 10.60 10.80 11.00 11.20

0 m/z 43.10 73.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82608: Heptadecane
57
43 71
85
5000 LA I B L LB L L B}

10. 40 10. 60 10. 80 11. OO 11. 20
29 99 m/z 71.10 63.79%

5 | | | M13127141155160183107211 240

o L S T o a2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43
71 T B AR i maE et
10.40 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 41 .24%
29 99
ol 14 113127141155169183107 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107656: 10-Methylnonadecane T L B m A e
57 10.40 10.60 10.80 11.00 11.20
m/z 41.10 34_.53%
43 71
85
5000
99 154
29
obrrrroertl b b 520 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 40 10. 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082706.D

Aca On : 4 Nov 2015 17:45

Operator : UM/I1Z

Sample : 6G4240-18

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 5.17 ng 462430 Phenanthrene-d10 11.38
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 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Octane, 2-methyl- 128 C9H20 003221-61-2 11
Abundance Scan 860 (11.916 min): BF082706.D (-858) (-) m/z 43.10 100.00%
4/ 60 73
97 115129 213 LIRS SRR SN B
143157171 185 199 297 11.60 11.80 12.00 12.20
Y- 226 m/z 73.00 97.56%
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
129 11.60 11.80 12.00 12.20
. 213 m/z 60.10 93.62%
185
0 |||||||||||| IHH‘ MH IH‘\ |“|‘||14‘|.3|||||||| |‘||]|-99|||‘| 2|2|7|?49||| —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1160 11.80 12.00 1220
5000 29 129 m/z 41.10 78.69%
87 15 =h 214
99 143157 185
O o e o R L B oL
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #83683: Pentadecanoic acid A LA
43 60 73 11.60 11.80 12.00 12.20
m/z 57.10 76.63%
29
5000
01115 143 199
o bl D | moasranaes o, |1 AL
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\BF110515\
Data File : BF082706.D

Aca On : 4 Nov 2015 17:45

Operator : UM/I1Z

Sample : 6G4240-18

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 1-Nonadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 9.46 ng 904321 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 91
2 1-Hexadecanol 242 C16H340 036653-82-4 90
3 11-Tricosene 322 C23H46 052078-56-5 90
4 1-Nonadecene 266 C19H38 018435-45-5 83
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 83
Abundance Scan 1031 (13.871 min): BF082706.D (-1029) (-) m/z 57.10 100.00%
41
5000
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
139 13.60 13.80 14.00 14.20
| N 107 195 222 m/z 55.05 99.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #108955: 1-Nonadecanol
43 83
_A_A
5000 AR A SR
13.60 13.80 14.00 14.20
6 m/z 43.10 97 .10%
2
0 L 168 196 205238 266
m/z--> ﬁ&mmmmmmmmmmmmmm
Abundance
55
13.60 13.80 14.00 14.20
5000 m/z 83.10 92 .89%
31 111
ol.14 139 168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene R RS ARy S
43 13.60 13.80 14.00 14.20
m/z 69.05 80.34%
5000 83
111
o | | 140 168 106 224243 266 204 322
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082706.D

Aca On : 4 Nov 2015 17:45

Operator : UM/I1Z

Sample : 6G4240-18

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 8 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.99 2.38 ng 159984 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 87
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 86
3 Cvcloeicosane 280 C20H40 000296-56-0 74
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 68
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 52
Abundance Scan 1216 (15.985 min): BF082706.D (-1214) (-) m/z 57.10 100.00%
5000 ﬂ\A-J»_«¢_/J\”\w««,p¢/»/\A
41
139 165 195 15,60 15.80 16.00 16,20 16.40
Obrrrrrrr e m/z 83.10 99.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 R SR BN R B
29 15. 60 15. 80 16. oo 16. 20 16 40
15 m/z 97.10 96.40%
NECEN 153168
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
83 LUV IR BN
15.60 15.80 16.00 16.20 16.40
5000 m/z 55.10 83.62%

111
67
139154 182 ppg224 252

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106397: Cycloeicosane AR e
55 15.60 15.80 16.00 16.20 16.40
83 m/z 43.10 63.64%

5000
29
ok 1 il 139154 182 210 236252 280

o AARARRZRA R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 60 15. 80 16. OO 16. 20 16 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110515\
Data File : BF082706.D

Acq On > 4 Nov 2015 17:45

Operator : UM/1Z

Sample - G4240-18

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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... 5.05 38.1 ng 2290280 1 6.86 1201520 20.0
unknown6 .64 6.64 83.8 ng 5036220 1 6.86 1201520 20.0
Heptadecane 10.82 2.4 ng 216166 4 11.38 1787950 20.0
n-Hexadecanoic acid 11.92 5.2 ng 462430 4 11.38 1787950 20.0
1-Nonadecanol 13.87 9.5 ng 904321 5 14.02 1912070 20.0
1-Docosene 15.99 2.4 ng 159984 6 15.46 1344070 20.0
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