LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083769.D

Aca On : 14 Dec 2015 10:13

Operator : UM/I1Z

Sample : 64648-19

Misc :

ALS Vial : 59 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-BF121315.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

2.235 11 13 22 rVB2 17701 34682 1.15% 0.132%
5.116 262 265 269 rBV 478198 614108 20.45% 2.344%
304 rVvB 2360645 2540447 84.58% 9.697%
6.544 387 390 393 rBV 2067742 2789886 92.89% 10.649%
6.693 400 403 405 rBV 2247270 3003563 100.00% 11.464%
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6.750 405 408 413 rVB2 42739 51992 1.73% 0.198%
6.922 420 423 425 rBvV 832454 766746 25.53% 2.927%
439 rBV 1821578 2103236 70.02% 8.028%
7.482 469 472 474 rBV 1883714 1993870 66.38% 7.610%
7.562 477 479 482 rVB 25100 35616 1.19% 0.136%
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11 8.202 533 535 537 rBV 1155113 1004607 33.45% 3.835%
12 9.276 626 629 632 rBV 2522462 2465177 82.08% 9.409%

13 9.402 638 640 642 rVB 91656 94075 3.13% 0.359%
14 9.665 661 663 666 rvB 331956 375481 12.50% 1.433%
15 9.893 682 683 686 rBvV 55100 40171 1.34% 0.153%
16 9.950 686 688 691 rBvV 752399 981169 32.67% 3.745%
17 10.396 723 727 728 rBV 80996 93788 3.12% 0.358%
18 10.613 743 746 749 rBV 30658 48994 1.63% 0.187%

19 10.739 754 757 760 rVvV 1665217 1545776 51.46% 5.900%
20 10.865 766 768 772 rVB 96357 107282 3.57% 0.409%

21 11.311 804 807 809 rBvV 50601 52566 1.75% 0.201%
22 11.436 816 818 820 rBV 940352 829268 27.61% 3.165%
23 11.962 863 864 866 rBvV 53826 51999 1.73% 0.198%
24 12.145 876 880 883 rBv2 22911 39418 1.31% 0.150%
25 12.476 908 909 912 rBV2 47843 59966 2.00% 0.229%
26 12.842 940 941 945 rVB2 148652 155971 5.19% 0.595%
27 12.922 947 948 950 rVB 86252 60868 2.03% 0.232%
28 13.014 954 956 959 rBV 1622608 1514758 50.43% 5.782%
29 13.174 968 970 973 rBV2 18154 32130 1.07% 0.123%
30 13.254 975 977 980 rVB 26951 31981 1.06% 0.122%
31 13.505 996 999 1000 rvB2 25366 38499 1.28% 0.147%
32 13.551 1000 1003 1006 rBV 175772 177457 5.91% 0.677%
33 13.597 1006 1007 1010 rVv2 58611 88017 2.93% 0.336%
34 13.677 1012 1014 1015 rVv2 46888 49258 1.64% 0.188%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083769.D

Aca On : 14 Dec 2015 10:13

Operator : UM/I1Z

Sample : 64648-19

Misc :

ALS Vial : 59 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-BF121315.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.722 1015 1018 1021 rVB2 22959 41736 1.39% 0.159%
36 13.917 1033 1035 1038 rBV2 126356 188808 6.29% 0.721%
37 13.985 1038 1041 1044 rBV 41469 50436 1.68% 0.193%
38 14.031 1044 1045 1046 rBV 26814 32659 1.09% 0.125%
39 14.065 1046 1048 1050 rVB 687349 692293 23.05% 2.642%
40 14.237 1061 1063 1065 rVB 82135 78602 2.62% 0.300%
41 14.545 1088 1090 1092 rBV 104270 101736 3.39% 0.388%
42 14.739 1104 1107 1108 rBV3 27094 40313 1.34% 0.154%
43 14.785 1108 1111 1114 rVvVv 80503 143693 4.78% 0.548%
44 14.842 1114 1116 1118 rVV 70161 91487 3.05% 0.349%
45 14.922 1121 1123 1125 rVB 37369 39993 1.33% 0.153%
46 15.174 1143 1145 1149 rBV 59435 81991 2.73% 0.313%
47 15.505 1171 1174 1177 rBV 436999 557701 18.57% 2.129%
48 15.551 1177 1178 1185 rVB 46025 66692 2.22% 0.255%
49 15.985 1213 1216 1218 rBV 30519 43722 1.46% 0.167%
50 16.477 1257 1259 1262 rBV2 19223 41025 1.37% 0.157%
51 17.745 1368 1370 1376 rVB5 11899 33392 1.11% 0.127%

Sum of corrected areas: 26199101
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083769.D

Aca On : 14 Dec 2015 10:13

Operator : UM/I1Z

Sample : 64648-19

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083769.D
2500000 5.53

6.69
6.54

2000000
7.08 7.48

1500000

1000000
6.92

500000 5.12

2.24 6.75 7

VN
L e B s s O s By e B By B B B s B B s B B A B S B S B B I S

1
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF083769.D
2500000 9|28

2000000

10.74 13.01
1500000

8.20

1000000 11.44
9.95

500000 966

0.86 1284, 1859
9. 19(4010,6 10. 11.3 11.9p 14 1248 A 131325 13101885

9.40
O e e A e e e A e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF083769.D
2500000

b

2000000

1500000

1000000
14.07

500000 15.51

l4.24 14.5534494)5 15 17 55 15,99 16.48 17.75

T e T T T T e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083769.D

Aca On : 14 Dec 2015 10:13

Operator : UM/I1Z

Sample : 64648-19

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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.

5.12 16.02 ng 614108 1,4-Dichlorobenzene-d4 6.92
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 25
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 265 (5.116 min): BF083769.D (-262) (-) m/z 43.10 100.00%
43
59
5000
101 SRS K W ——
83 480 5.00 5.20 5.40
..,....,....',':..?R.~:.|,...‘??....,.-...,...:,....,....,....,....,...., m/z 59.10 65.64%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I R L UL
59 480 500 520 540
m/z 101.10 24 .52%
31 101
"w'”ﬂ'“T““|“‘w'“w'“'fi'ga'$'“w'“l“”l“'WH'w
m/z--> 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 17.17%
68
50 126 142
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- Ema A ARmmEm
59 480 5.00 5.20 5.40
m/z 41.10 9.39%
5000
41
29 101
"|"'H““"Jlm”'?P“ﬁli""l??" = ""IL"'I""I""I"”I""I IS SULAE SRR SRR L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083769.D

Aca On : 14 Dec 2015 10:13

Operator : UM/I1Z

Sample : 64648-19

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknown6.69 Concentration Rank 1

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

6.69 78.35 ng 3003560 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 403 (6.693 min): BF083769.D (-400) (-) m/z 132.10 100.00%
132
5000
68
6 640 660 680 7.00
40 4, 54 75 104 . . .
..,....,....,...:,'-..‘.‘7.,....??.I.'....,..f.‘?,....,....,.1.1.5.,....,-'...,.. m/z 134.00 34.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ERDNUMRSE R L A
6.40 6.60 6.80 7.00
78 m/z 68.10 33.38%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 67 m/z 66.10 21.24%
41 97
53 2 117
34 60 89 105 124
wwmw@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- AR marn s e
132 6.40 6.60 6.80 7.00
m/z 96.10 15.16%
5000

63
15 28 3 52 % 77 90 104 36

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083769.D

Aca On : 14 Dec 2015 10:13

Operator : UM/I1Z

Sample : 64648-19

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.84 4.51 ng 155971 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 91
3 2.4-Dipropvl-5-ethvl-1.3-dioxane 200 C12H2402 006413-83-8 38
4 Cvclopropane. 1-(l-methvlethv)-... 210 C15H30 041977-39-3 35
5 Cyclohexanol,2-amino-,trans- 115 C6H13NO 006982-39-4 35

Abundance Scan 941 (12.842 min): BF083769.D (-940) (-) m/z 56.10 100.00%
56
5000
73
129
3 101 157 185 213 2392%7 12.60 12.80 13.00 13.20
m/z 57.10 47 .15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 LB BN BN BN UL
12.60 12.80 13.00 13.20
29 1 230257 m/z 41.10 40.44%
L h \\ ooy 157 185 213 T | 283 312
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
" 12:60 12.80 13.00 13.20
5000 m/z 43.10 37.26%
29 73
9711 157 185 213 239257 5 3pp
mrmﬁmmﬁmwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #56094: 2,4-Dipropyl-5-ethyl-1,3-dioxane e RARREEE RS
56 12.60 12.80 13.00 13.20
m/z 73.05 30.72%
5000
29 ’ H 145
13 || b 95 | 12977 170 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083769.D

Aca On : 14 Dec 2015 10:13

Operator : UM/I1Z

Sample : 64648-19

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknownl3.55 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.55 5.13 ng 177457 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 49
2 Hexanoic acid. butvl ester 172 C10H2002 000626-82-4 47
3 Cvclohexanamine 99 C6H13N 000108-91-8 35
4 Cyclohexane. 1-(1.1-dimethvlethv... 154 C11H22 075736-66-2 27
5 5-Methyl-2-hexyl methylphosphono... 196 C8H18FO02P 199850-62-9 25

Abundance Scan 1003 (13.551 min): BF083769.D (-1000) (-) m/z 56.10 100.00%

56
5000

129
285

155 185 267
sz 241

13.20 13.40 13.60 13.80
m/z 57.10 90.01%

340

m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 LA L L L L L LB L L B
29 13.20 13.40 13.60 13.80

m/z 43.10 59.66%

129 285
26
. i\ ‘U“ ,m‘,g.\f A7 % 213 241 T an 340

m/z--> 50 100 150 200 250 300
Abundance
56
99 17 R B e R
13.20 13.40 13.60 13.80
s000] 29 m/z 55.10 43.20%
73
—— e T T
m/z--> 50 100 150 200 250 300
Abundance #3462: Cyclohexanamine R e EEaE L
56 13.20 13.40 13.60 13.80
m/z 99.10 40.15%
5000
28 99
. e e
m/z--> 50 100 150 200 250 300 13. 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083769.D

Aca On : 14 Dec 2015 10:13

Operator : UM/I1Z

Sample : 64648-19

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.92 5.45 ng 188808 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 90
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 83
Abundance Scan 1035 (13.917 min): BF083769.D (-1033) (-) m/z 57.10 100.00%
57
97
5000 4]
13.60 13.80 14.00 14.20
e m/z 43.10 70.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43

69

13.I60 13.I80 14.I00 14!20
m/z 55.10  70.16%

5000

125

153168

196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
R R REREE R
97 13.60 13.80 14.00 14.20
5000 N m/z 97.10 69.11%
29
125
14 153168 308

WWTWWWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #93396: Ethanol, 2-(tetradecyloxy)- B AREmmEEE R
13.60 13.80 14.00 14.20

m/z 83.10 68.70%

5000

I I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083769.D

Aca On : 14 Dec 2015 10:13

Operator : UM/I1Z

Sample : 64648-19

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.55 2.94 ng 101736 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Nonacosane 408 C29H60 000630-03-5 90
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 90
Abundance Scan 1090 (14.545 min): BF083769.D (-1088) (-) m/z 57.10 100.00%
57
85
5000
141 171 107 221 397 14.20 14.40 14.60 14.80
—_— .|, 'l| M el retn A S m/z 71.10 76.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82608: Heptadecane
57
85
5000 L UL BN IS B B
14.20 14.40 14.60 14.80
29 m/z 43.10 57 .83%
| ‘ [ ulﬁ (141 169 197 240
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.20 14,40 14.60 14.80
5000 P m/z 85.10 55.91%
29
113 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane e m e B
57 14.20 14.40 14.60 14.80
m/z 41.10 25.70%
85
5000
29 113
L J | J |, 141 169 197 225 253 296
m/z--> 50 100 1éo 200 250 300 350 400 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083769.D

Aca On : 14 Dec 2015 10:13

Operator : UM/I1Z

Sample : 64648-19

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 4,4"-Dihydroxydiphenylsulphone Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.79 4_.15 ng 143693 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.47-Dihvdroxvdiphenvlsulphone 250 C12H1004s 000080-09-1 99
2 1.3-Benzenediol. 4.47-thiobis- 250 C12H1004s 000097-29-0 43
3 n-Decvl(phenvD)sulfide 250 C16H26S 013910-18-4 30
4 [2.2"-Bifuranl-5.5"-dicarboxvlic... 250 C12H1006 005905-02-2 10
5 [(4-Hydroxyphenoxy)formamido]sul... 279 C7H6F5NO3S 090597-98-1 10
Abundance Scan 1111 (14.785 min): BF083769.D (-1108) (-) m/z 250.10 100.00%
141 2

5000

5
o

28 14.40 14.60 14.80 15.00 15.20
L m/z 141.00 92.82%

157

171186 203217

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88050: 4,4'-Dihydroxydiphenylsulphone
110 141 250
5000
39 65 03 14.40 14.60 14.80 15.00 15.20
m/z 110.00 82.09%
157
18, | L‘125 . 7'171186 203218232 |
””,”“P.”P”.P”w.”w”.q”” P T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
110
B EE RS
14.40 14.60 14.80 15.00 15.20
5000 250 m/z 142.10 47 .90%
141
18 39 5569 g5 125 160 179 203217

WW‘WWWW

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88556: n-Decyl(phenyl)sulfide e e
0 14.40 14.60 14.80 15.00 15.20

m/z 65.10 39.99%

5000

137151165 185 222
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00 15.20

iﬁ
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083769.D

Aca On : 14 Dec 2015 10:13

Operator : UM/I1Z

Sample : 64648-19

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 9 Pentadecane, 8-heptyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.84 3.28 ng 91487 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
2 Nonacosane 408 C29H60 000630-03-5 86
3 Docosane 310 C22H46 000629-97-0 78
4 Tetratriacontane 479 C34H70 014167-59-0 78
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
Abundance Scan 1116 (14.842 min): BF083769.D (-1114) (-) m/z 57.10 100.00%
g7
5000 85
113 1460 14.:80 15.00 15.20
138 167 197
l,h AL P 0T 20200 . m/z 71.10 68.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85 UL SUMILE SRR BRI SUM
14.60 14.80 15.00 15.20
29 m/z 43.10 57 .45%
R e P g a0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
1460 14.80 15.00 15.20
5000 85 m/z 85.10 50.60%
29 113 141 160 197 205 253 281 300 337 365 408
m/z--> 50 100 150 200 250 300 350 400
Abundance #123095: Docosane A B o L
57 14.60 14.80 15.00 15.20
m/z 55.10 23.06%
5000 85
290 | | M3 141 169 1097 205 253 281 310
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083769.D

Aca On : 14 Dec 2015 10:13

Operator : UM/I1Z

Sample : 64648-19

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 10 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.94 ng 81991 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tetracosane 338 C24H50 000646-31-1 86
3 Nonacosane 408 C29H60 000630-03-5 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
Abundance Scan 1145 (15.174 min): BF083769.D (-1143) (-) m/z 57.10 100.00%
57
5000 85
141 189 233 14.80 15.00 15.20 15.40
—_— .l,-.J. .‘.-|| J A A3 NS e m/z 71.10  69.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 U S A DL B B
Mmmmmmmm
m/z 43.10 56.33%
29 113
\‘ A ‘ H\ h h‘ u‘ \ \1\169 197 225 253 296
m/z--> 55 100 1%0 260 250 360 3éo 460
Abundance
57
14.80 15.00 15.20 1540
5000 P m/z 85.10 50.90%
29
113 141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3éo 460
Abundance #158131: Nonacosane R ma B L
57 14.80 15.00 15.20 15.40
m/z 55.10 22.03%
5000 85
29| | || M3 141 169 197 205 253 281 309 337 365 408
m/z--> 50 160 1%0 260 250 360 3éo 460 1480 1500 1520 1§4o '

8270-BF121315.M Mon Dec 14 18:39:42 2015 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121315\
Data File : BF083769.D

Acq On : 14 Dec 2015 10:13

Operator : UM/1Z

Sample - G4648-19

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315_.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... 5.12 16.0 ng 614108 1 6.92 766746 20.0
unknown6 .69 6.69 78.3 ng 3003560 1 6.92 766746 20.0
Hexadecanoic acid... 12.84 4.5 ng 155971 5 14.07 692293 20.0
unknown13.55 13.55 5.1 ng 177457 5 14.07 692293 20.0
Trichloroacetic a... 13.92 5.5 ng 188808 5 14.07 692293 20.0
Heptadecane 14.55 2.9 ng 101736 5 14.07 692293 20.0
4,4"-Dihydroxydip... 14.79 4.2 ng 143693 5 14.07 692293 20.0
Pentadecane, 8-he... 14.84 3.3 ng 91487 6 15.51 557701 20.0
Heneicosane 15.17 2.9 ng 81991 6 15.51 557701 20.0
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