LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092558.D

Aca On : 27 Jan 2017 6:32

Operator : SJ/MA

Sample : 11364-02

Misc :

ALS Vial : 45 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-BF012417 .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 5.150 266 268 271 rBV 668232 738547 14.67% 1.673%
2 5.561 302 304 307 rBVY 1791783 2544556 50.55% 5.765%
3 6.590 392 394 397 rBY 1750368 1620338 32.19% 3.671%
4 6.739 404 407 409 rBV 3974349 4287217 85.17% 9.714%
5 6.967 425 427 429 rBV 1361907 1158777 23.02% 2.625%
6 7.127 438 441 443 rBVY 3722639 3531186 70.15% 8.001%
7 7.539 474 477 479 rBVY 3091204 3348033 66.51% 7 .586%
8 8.259 537 540 543 rBY 1518824 1479155 29.38% 3.351%
9 9.345 632 635 638 rBY 4380706 5008338 99.49% 11.348%
10 9.745 666 670 673 rVB 38747 74709 1.48% 0.169%

11 10.030 692 695 696 rBV 1698372 1732700 34.42% 3.926%
12 10.053 696 697 699 rvB 148571 193163 3.84% 0.438%
13 10.236 710 713 715 rBV 95310 128319 2.55% 0.291%
14 10.328 718 721 724 rBV 48222 121445 2.41% 0.275%
15 10.453 730 732 736 rVB2 78946 117845 2.34% 0.267%

16 10.682 749 752 755 rVB 1146676 1730097 34.37% 3.920%
17 10.819 761 764 766 rBV 2503328 3007425 59.74% 6.814%
18 10.888 766 770 772 rVV 1401507 1595775 31.70% 3.616%
19 10.933 772 774 779 rVB2 92548 158048 3.14% 0.358%
20 11.116 787 790 792 rVB3 30897 57148 1.14% 0.129%

21 11.379 811 813 815 rBVvV2 59203 69614 1.38% 0.158%
22 11.516 822 825 827 rBV 1880480 1665536 33.09% 3.774%
23 11.722 841 843 848 rvB2 115451 144363 2.87% 0.327%

24 12.133 877 879 881 rBv2 41603 58494 1.16% 0.133%
25 12.236 886 888 891 rvB2 35050 54858 1.09% 0.124%
26 12.739 930 932 934 rBV 59164 64764 1.29% 0.147%

27 12.876 942 944 946 rBV 85343 111352 2.21% 0.252%
28 12.922 946 948 950 rvv 546625 487637 9.69% 1.105%
29 13.002 952 955 957 rvv2 111128 175072 3.48% 0.397%
30 13.105 961 964 967 rBV 3543995 5033886 100.00% 11.405%

31 13.631 1007 1010 1012 rVB 336511 320088 6.36% 0.725%
32 13.676 1012 1014 1015 rBV 39674 61194 1.22% 0.139%
33 13.882 1030 1032 1040 rVB3 59512 122964 2.44% 0.279%
34 13.996 1040 1042 1050 rVB 126321 196694 3.91% 0.446%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092558.D

Aca On : 27 Jan 2017 6:32

Operator : SJ/MA

Sample : 11364-02

Misc :

ALS Vial : 45 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-BF012417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.156 1053 1056 1058 rBV 1448724 1363620 27.09% 3.090%

36 14.317 1068 1070 1075 rVB 82120 87756 1.74% 0.199%
37 14.625 1094 1097 1099 rBVZ2 54658 70919 1.41% 0.161%
38 14.934 1122 1124 1126 rBV 64196 68310 1.36% 0.155%
39 15.277 1152 1154 1156 rVB 63946 72901 1.45% 0.165%

40 15.631 1182 1185 1188 rBV 637293 1075915 21.37% 2.438%
41 16.111 1224 1227 1235 rVB 52999 101750 2.02% 0.231%
42 16.625 1269 1272 1278 rBVY 39881 95268 1.89% 0.216%

Sum of corrected areas: 44135776
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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:\HPCHEMI\BNA F\DATA\BF012617\

BF092558.D

27 Jan 2017 6:32

SJ/MA

11364-02

45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF092558.D
6.74
7.13

7.54

6.59
6.97

5.15

0
Time-->

4.50

5.00

5.50

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF092558.D

13.10

10.82

11.52

10.03
8.26

9.74 1:.0201239.45 121324

T
Time--> 8.00

13.50

12.00 12.50 13.00

10.50 11.00 11.50

8.50

9.00 9.50

10.00

Abundance

4000000

3000000

2000000

1000000

0

13860011 1432 1463 1493 1528 J

TIC: BF092558.D

14.16

15.63

16.11 16.63

14

Time-->

.00

18.00 18.50

16.50 17.00 17.50

14.50

15.00 15.50 16.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092558.D

Aca On : 27 Jan 2017 6:32

Operator : SJ/MA

Sample : 11364-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 5

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

5.15 12.75 ng 738547 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 268 (5.150 min): BF092558.D (-266) (-) m/z 43.05 100.00%
a3
59
5000
101 IS A L UL R I
4.80 5.00 5.20 5.40
Obr e S0l Sl 60 8 | h/; 59.10 54.87%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IS A L UL R I
4.80 5.00 5.20 5.40
59 m/z 101.10 15.25%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.10 14.81%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- B e
59 4.80 5.00 5.20 5.40
m/z 41.10 8.83%
5000 41
31
| [
0..,.%5..,..a‘l,....‘il‘...,??H‘.i....i....,....,...g?,....,.
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\BF012617\
Data File : BF092558.D

Aca On : 27 Jan 2017 6:32

Operator : SJ/MA

Sample : 11364-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown6.74 Concentration Rank 1

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

6.74 74.00 ng 4287220 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 407 (6.739 min): BF092558.D (-404) (-) m/z 132.10 100.00%
132
5000 68
40 | % 640 6.60 680 7.00
54 75 104 . . . .
0 ..,....,....,...:,".'.‘.‘7:,:!..?%:.n.',..'..,..5.‘.7,....,.':..,.1.1.5.,....,-'...,... m/z 68.10 39.87%
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 AU L SRR
6.40 6.60 6.80 7.00
78 m/z 134.10 34 .06%
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
640 6.60 680 7.00
5000 67 m/z 66.10 25.83%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e
132 6.40 6.60 6.80 7.00

m/z 69.10 15.52%

5000

104
66
14 27 37445158 %0 7T g9 97 | 115

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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092558.D

Aca On : 27 Jan 2017 6:32

Operator : SJ/MA

Sample : 11364-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Benzenesulfonamide, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.68 19.97 ng 1730100 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7H9NO2S 000088-19-7 97
2 Gluconic acid 196 C6H1207 000526-95-4 38
3 Benzene. 1-methvl-3-nitro- 137 C7H7NO2 000099-08-1 38
4 Benzenemethanesulfonamide 171 C7HONO2S 004563-33-1 38
5 1,3,5-Norcaratriene 90 C7H6 004646-69-9 37
Abundance Scan 752 (10.682 min): BF092558.D (-749) (-) m/z 90.10 100.00%
9%
106
5000 65
39 137 T ""I""{t4"l""
51 7 171 10.40 10.60 10.80 11.00
154
o etz | TR 10 224 nnTe1 05 74.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #37049: Benzenesulfonamide, 2-methyl-
90
106
5000
65 10.40 10.60 10.80 11.00
39 171 m/z 106.05 69.97%
‘ 51 77 ‘ 137 154
Olllll|||||Hl|‘|||‘|||‘||||l|||‘=||::-2|4|.||‘ ...‘. R B BEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
73 90
4 6 10.40 10.60 10.80 11.00
5000 103 m/z 65.05 44 .34%
133
o 119 | 147161 179 196
LR LU JLELELE LA UL UL L UL UL LN BN
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #16067: Benzene, 1-methyl-3-nitro-
a1 10.40 10.60 10.80 11.00
m/z 89.10 34.67%
65 137
5000
39
107
15 27 \‘\ . \‘ \ 121 I
m/z--> ﬁo i ' 85 160 150 150 160 180 260 250 10.40 10.60 10.80 11.00
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092558.D

Aca On : 27 Jan 2017 6:32

Operator : SJ/MA

Sample : 11364-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Benzenesulfonamide, 4-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.89 19.16 ng 1595780  Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzenesulfonamide. 4-methvl- 171 C7HONO2S 000070-55-3 98

270 C12H18N203S
381 C12H19N305S3
315 C13H17NO6S
363 C18H21NOSS

000064-77-7 91
1000255-60-3 80
1000126-44-8 72
1000130-34-4 58

2 Tolbutamide

3 Thiosulfuric acid. S-12-I3-(4-me. ..
4 O-p-toluenesulfonvll-N-acetvlser...
5 N-p-toluenesulfonyl-I1-threonine, ...

Abundance Scan 770 (10.888 min): BF092558.D (-766) (-) m/z 91.10 100.00%
9L
5000
65 171
39 ‘ l
10.60 10.80 11.00 11.20
o...L,t.‘.h.',]1.11..1:?9,A...1.92,.... | | m/z 65.05 31.83%
m/z--> 50 100 150 200 250 300 350
Abundance #37053: Benzenesulfonamide, 4-methyl-
91
5000 171
65 10.60 10.80 11.00 11.20
39 m/z 171.10 31.68%
Ly 1 139
O A 2
m/z--> 50 100 150 200 250 300 350
Abundance
91
10.60 10.80 11.00 11.20
5000 m/z 155.05 28.05%
41 65 155
15 197
ol 0 L e
m/z--> 50 100 150 200 250 300 350
Abundance #151581: Thiosulfuric acid, S-[2-[3-(4-methylbenzenesulfon... R A RaRmERmsEs o
91 10.60 10.80 11.00 11.20
m/z 107.05 19.26%
5000 65 n
4
0  Jf (313 139 | | 191 225 254 285 381
- T IIIIIIIIIIIIIIIIIII IIIIIIIII IIIIIIIIIIIIIIIIIIIIII
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\BF012617\
Data File : BF092558.D

Aca On : 27 Jan 2017 6:32

Operator : SJ/MA

Sample : 11364-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Hexadecanoic acid, 1,1-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.92 7.15 ng 487637 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 91
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 46
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
5 Cyclopentanone, 2,2-dimethyl- 112 C7H120 004541-32-6 38
Abundance Scan 948 (12.922 min): BF092558.D (-946) (-) m/z 56.10 100.00%
56
5000
73
3 185 213 239257 12.60 12.80 13.00 13.20
Obrrrprrragls l J'.I.,'!'...“.?.l?..|.. e ke 32 Tm/z 57.05  53.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 USRS RUARER
29 73 12. 60 12. 80 13. 00 13.20
m/z 43.05 37.48%
o \‘ I ‘\ H‘ ik 15" 157 185 213 2 2‘737 281 312
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2§o 360
Abundance
56
12:60 12.80 13.00 13.20
5000 m/z 41.10 36.49Y%
29 3 129 230 2>
97113 157 185 213 og3 312
O R R R A L A LAl A L) SRR LAl SARSN LARA AR LARA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans- R R s e
56 12.60 12.80 13.00 13.20
m/z 55.05 28.50%
5000
30 129
NEY ‘ 8? 100
m/z--> 25 45 eb 80 160 150 140 160 180 260 250 240 2éo 2éo 360 ' 12. 60 12. 80 13. 00 13'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092558.D

Aca On : 27 Jan 2017 6:32

Operator : SJ/MA

Sample : 11364-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Acetic acid, octadecyl ester Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.00 2.57 ng 175072 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 58
2 1-Tetradecanol. acetate 256 C16H3202 000638-59-5 46
3 l1l-Heptadecanol. acetate 298 C19H3802 000822-20-8 35
4 9-Octadecene. (E)- 252 C18H36 007206-25-9 25
5 Cyclotetradecane 196 C14H28 000295-17-0 25
Abundance Scan 955 (13.002 min): BF092558.D (-952) (-) m/z 43.10 100.00%
a3
83
5000
LN N SRR DU I
139152168183 12.60 12.80 13.00 13.20 13.40
Olrrprrrled 123 m/z 83.05 57.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124067: Acetic acid, octadecyl ester
43
5000 1 97 LN R SRR DU
12.60 12.80 13.00 13.20 13.40
m/z 55.10 56.03%
. L 140 167182106 224 292 297
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 69
97 LN IR SRR BN I
12.60 12.80 13.00 13.20 13.40
50001 29 m/z 97.10 50.19%
n2 168 196
140 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116649: 1-Heptadecanol, acetate A RREEE RS E ST
43 12.60 12.80 13.00 13.20 13.40

m/z 69.10 45_.13%

5000 61

(o]
w
()]

2 154 210 238

| 182 254 283298
etk e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20 13.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092558.D

Aca On : 27 Jan 2017 6:32

Operator : SJ/MA

Sample : 11364-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.63 4.69 ng 320088 Chrysene-d12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 n-Butvl mvristate 284 C18H3602 000110-36-1 83
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 46
4 2.4-Dipropvl-5-ethyl-1.3-dioxane 200 C12H2402 006413-83-8 37
5 Decane, 2,2-dimethyl- 170 C12H26 017302-37-3 35

Abundance Scan 1010 (13.631 min): BF092558.D (-1007) (-) m/z 56.05 100.00%
56
5000 Aﬁ«
T o7 20 185 o4y 267285 "' 1340 13.60 13.80 14.00
3 X X X X
o gl ver 23 AP Ll 840 sz 57.05  56.03%
m/z--> 50 100 150 200 250 300
Abundance #137335: Octadecanoic acid, butyl ester
56
5000 LA I BN UL R
285 340 13140 13.60 13.80 14.00
. 267 m/z 43.10 42 .66%
97 241
ol— |3\| I \M \N .‘N‘.‘h‘ll .“h. ‘. |‘1|53| - |2|13| — .‘. .‘. ‘|3:.I-1. —
m/z--> 50 100 150 200 250 300
Abundance
56
"' 1340 13.60 13.80 14.00
5000 m/z 41.05 32.97%
229
73 211
129
185 284
o 39 101 157 255
m/z--> 50 100 150 200 250 300
Abundance #137350: Octadecanoic acid, 2-methylpropy! ester AR RRRES S
57 13.40 13.60 13.80 14.00
m/z 55.10 31.47%
5000
29 267285
83 129 |
ob— ‘. ‘.‘l“l‘ hm .‘“J.“hl‘l“’.ﬁ.“. |‘157 185 2|13| szu : ‘. AL I3]'-O' .3‘:0' L
m/z--> 50 100 150 200 250 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092558.D

Aca On : 27 Jan 2017 6:32

Operator : SJ/MA

Sample : 11364-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
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 9 Tetrapentacontane, 1,54-dib... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.00 2.88 ng 196694 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 80
2 Nonane 128 C9H20 000111-84-2 60
3 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 58
4 Pentafluoropropionic acid. penta... 374 C18H31F502 1000280-07-5 49
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 47
Abundance Scan 1042 (13.996 min): BF092558.D (-1040) (-) m/z 57.05 100.00%
sl
h‘ 13160 13,80 14100 1420 1440
168 : : : : :
oLt l.m-.,z.z‘?.. s || M/Z 43.10  69.16%
m/iz--> 0 100 200 300 400 500 600 700 800
Abundance #174828: Tetrapentacontane, 1,54-dibromo-
57
5000 AL PR U SURILLE B
11 13.60 13.80 14.00 14.20 14.40
m/z 71.10 61.36%
o ‘d MM\MM%?§497239 295337379 443 499541585 670 755 835
mz-> 0 100 200 300 400 500 600 700 800
Abundance
43
13.60 13.80 14.00 14.20 14.40
5000 m/z 55.05 47 .10%
85
128
177
mz-> 0 100 200 300 400 500 600 700 800
Abundance #116748: Decane, 1,1-oxybis- RS e
57 13.60 13.80 14.00 14.20 14.40
m/z 83.10 37.39%
5000
12
mz-> 0 100 200 300 400 500 600 700 800 13.60 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
Data File : BF092558.D

Acq On : 27 Jan 2017 6:32

Operator : SJ/MA

Sample - 11364-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.15 12.8 ng 738547 1 6.97 1158780 20.0
unknown6.74 6.74 74.0 ng 4287220 1 6.97 1158780 20.0
Benzenesulfonamid... 10.68 20.0 ng 1730100 3 10.03 1732700 20.0
Benzenesulfonamid... 10.89 19.2 ng 1595780 4 11.52 1665540 20.0
Hexadecanoic acid... 12.92 7.2 ng 487637 5 14.16 1363620 20.0
Acetic acid, octa... 13.00 2.6 ng 175072 5 14.16 1363620 20.0
Octadecanoic acid... 13.63 4.7 ng 320088 5 14.16 1363620 20.0
Tetrapentacontane... 14.00 2.9 ng 196694 5 14.16 1363620 20.0
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