LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\

Data File : BF090403.D

Aca On : 6 Oct 2016 2:02 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i H5061-20 sunsmmages
ALS Vial : 23 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-BF100516.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 3.468 97 99 113 rBV 79580 206494 3.09% 0.342%
2 5.206 248 251 254 rBV 1194453 1433783 21.49% 2.373%
3 5.606 283 286 289 rBVY 4621948 6266066 93.90% 10.369%
4 6.623 372 375 377 rBY 5783104 6433205 96.40% 10.646%
5 6.772 385 388 390 rBVY 5967751 6673232 100.00% 11.043%
6 7.000 406 408 410 rBVY 1786846 1454524 21.80% 2.407%
7 7.160 419 422 424 rVB 5066516 4700094 70.43% 7.778%
8 7.560 454 457 459 rBVY 3531701 3382263 50.68% 5.597%
9 7.640 459 464 465 rBV 93836 100750 1.51% 0.167%
10 8.292 518 521 523 rBVY 1956435 1992576 29.86% 3.297%

11 9.366 612 615 618 rBY 6089741 5956539 89.26% 9.857%
12 9.766 647 650 651 rBV 1437802 1893785 28.38% 3.134%
13 10.052 672 675 677 rVB 2498648 2214926 33.19% 3.665%
14 10.486 709 713 714 rBV 110242 148847 2.23% 0.246%
15 10.703 729 732 735 rBV 49439 74947 1.12% 0.124%

16 10.841 741 744 746 rBV 4445461 4241305 63.56% 7.019%
17 10.955 752 754 761 rVB 183470 207045 3.10% 0.343%
18 11.401 792 793 795 rBV 79570 114178 1.71% 0.189%
19 11.538 803 805 808 rBV 2296158 2018039 30.24% 3.339%
20 11.835 829 831 833 rBvV 96710 78880 1.18% 0.131%

21 12.064 849 851 865 rBvV 556236 607243 9.10% 1.005%
22 12.772 909 913 918 rBV3 30941 80908 1.21% 0.134%
23 12.852 918 920 926 rvV 256840 279451 4._.19% 0.462%
24 13.138 942 945 947 rBV 5159070 6218062 93.18% 10.290%
25 14.030 1021 1023 1034 rBV 410206 554994 8.32% 0.918%

26 14.190 1034 1037 1039 rBV 1710429 1662993 24.92% 2.752%

27 14.670 1073 1079 1082 rBV5 24791 69875 1.05% 0.116%

28 15.058 1111 1113 1121 rVB 69739 98014 1.47% 0.162%

29 15.687 1165 1168 1171 rBV 839937 1198118 17.95% 1.983%

30 16.247 1214 1217 1222 rBV3 21979 69183 1.04% 0.114%
Sum of corrected areas: 60430319
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090403.D

Aca On : 6 Oct 2016 2:02

Operator : UM/SJ

Sample : H5061-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090403.D
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Abundance TIC: BF090403.D
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Abundance TIC: BF090403.D
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3000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090403.D

Aca On : 6 Oct 2016 2:02

Operator : UM/SJ

Sample : H5061-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 3

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

5.21 19.71 ng 1433780 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 251 (5.206 min): BF090403.D (-248) (-) m/z 43.10 100.00%
a3
59
5000
101 R SN U L
480 5.00 520 5.40 5.60
oot 2 8 2T w77 5910 56.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R SN U L
480 5.00 520 5.40 5.60
m/z 58.10 16.29%
15 4 101
mi 1y ' 83 L ‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540 560
5000 41 m/z 101.10 16.12%
29
87
15 70 98
G L L I S U S S B S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl- R .
50 480 5.00 520 5.40 5.60
m/z 41.10 8.55%
5000
a1 101
0% '}?l?Z“'JU"H“i'z}'ﬁ?"'l""l SRV SRR P
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40 5.60

8270-BF100516.-M Thu Oct 06 17:44:53 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090403.D

Aca On : 6 Oct 2016 2:02

Operator : UM/SJ

Sample : H5061-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 unknown6.77 Concentration Rank 1

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

6.77 91.76 ng 6673230 1,4-Dichlorobenzene-d4 7.00
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 388 (6.772 min): BF090403.D (-385) (-) m/z 132.00 100.00%
5000 68
40 | e 6.40 6.60 6.80 7.00 7.20
54 75 104 : . : : .
Obrrprrrrprrer e Hib ??:.I.'....,..?‘.7,....,.':..,.1.1.5.,....,"...,.. m/z 68.10 44.74%
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 N
5000 SRR SR UL R
6.40 6.60 6.80 7.00 7.20
3 78 m/z 134.00 34 .94%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 27 .05%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R B R e
132 6.40 6.60 6.80 7.00 7.20
m/z 69.10 16.95%

5000
33 44 o g7 105
78
0 51 69 [ 86 | 115 I

AR B e R A B o o R B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090403.D

Aca On : 6 Oct 2016 2:02

Operator : UM/SJ

Sample : H5061-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.95 2.05 ng 207045 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 90
3 Tetradecane. l1l-iodo- 324 C14H29l 019218-94-1 80
4 Pentadecane 212 C15H32 000629-62-9 78
5 Octacosane 394 C28H58 000630-02-4 78
Abundance Scan 754 (10.955 min): BF090403.D (-752) (-) m/z 57.10 100.00%
57
43 71
5000
99 113 197 10.60 10.80 11.00 11.20
0 141 1% m/z 43.10 69.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 & AR R SRR B
g5 10 60 10 80 11. oo 11.20
29 m/z 71.10 63.40%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 250
Abundance
57
U SURRRE SUNE
43 71 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 36.29%
29 113
0 99
m/z--> ﬁo Jo éo 85 160 120 140 160 180 260 250
Abundance #163874: Tetradecane, 1-iodo- AR m A L o
3 57 10.60 10.80 11.00 11.20
m/z 41.10 30.23%
5000 &
29 g5
oﬁwmmmmm 197
m/z--> ﬁo ' éo 85 160 150 140 160 180 200 250 1060 1080 1100 1120 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090403.D

Aca On : 6 Oct 2016 2:02

Operator : UM/SJ

Sample : H5061-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.06 6.02 ng 607243 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Silane, trichlorodocosyl- 442 C22HA45CI3Si 007325-84-0 20
Abundance Scan 851 (12.064 min): BF090403.D (-849) (-) m/z 73.10 100.00%
43 60 78
5000
o7 129
115 213
143157171185 1180 1200 1220 1240
o 199 ) 227 286 m/z 43.10 91.44%
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 AR AREA AR D
11. 80 12. oo 12 20 12. 40
m/z 60.10 87.77%
1Ji 143157171185199213
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
' 11.80 12.00 12.20 12.40
5000 129 m/z 57.10 76.19%
29 87
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo 65 éo 160 150 150 160 180 200 250 250 2éo
Abundance #72646: Tridecanoic acid
43 6073 11. 80 12.00 12.20 12.40

m/z 55.10 68.47%

5000 - N
1
7 115 171 214
| Hﬁ\ 01 | | 143157 | 185,44 \‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. OO 12 20 12. 40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090403.D

Aca On : 6 Oct 2016 2:02

Operator : UM/SJ

Sample : H5061-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.85 2.77 ng 279451 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 25
Abundance Scan 920 (12.852 min): BF090403.D (-918) (-) m/z 43.10 100.00%
43 57 78

-

D

5000
97 129
15 1 143,00171%%109 241 1260 12.80 13.00 13.20
157 213227 255 284 : : : :
,.”44 m/z 73.05 96.75%

m/z--> 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

40
73
5000 129
| 143157171

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

-

12.60 12.80 13.00 13.20
m/z 60.10 85.82%

43 73

-

a9 | 3 12.60 12.80 13.00 13.20
5000 m/z 57.10  85.46%

129 242

87
101115 | 1431571711859%,5

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid e R ey
60 12.60 12.80 13.00 13.20
m/z 55.10 71.29%
5000
213
143157171185 199
0! T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 60 12. 80 13 00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090403.D

Aca On : 6 Oct 2016 2:02

Operator : UM/SJ

Sample : H5061-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.03 6.67 ng 554994 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 1023 (14.030 min): BF090403.D (-1021) (-) m/z 57.05 100.00%
Il Axd
5000
111
R R e
3 139 13.80 14.00 14.20 14.40
0 108 208 m/z 55.10 88.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000 i A A U B
13.80 14.00 14.20 14.40
- m/z 43.10 87.12%
ol 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
"' 13:80 14.00 14.20 14.40
5000 11 m/z 83.10 83.24%
29 139
o 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127771: 3-Eicosene, (E)- T
13.80 14.00 14.20 14.40
m/z 69.10 80.38%
5000
o 139 167 106 224 252 280 J\
IR BN SN U B
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100516\
Data File : BF090403.D

Acq On : 6 Oct 2016 2:02

Operator : UM/SJ

Sample - H5061-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.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... 5.21 19.7 ng 1433780 1 7.00 1454520 20.0
unknown6 .77 6.77 91.8 ng 6673230 1 7.00 1454520 20.0
Hexadecane 10.95 2.0 ng 207045 4 11.54 2018040 20.0
n-Hexadecanoic acid 12.06 6.0 ng 607243 4 11.54 2018040 20.0
Octadecanoic acid 12.85 2.8 ng 279451 4 11.54 2018040 20.0
Behenic alcohol 14.03 6.7 ng 554994 5 14.19 1662990 20.0
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