LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084358.D

Aca On : 10 Jan 2016 12:06

Operator : SJ/UM

Sample : H1043-05

Misc :

ALS Vial : 9 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-BF123115.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 5.047 256 259 267 rVB 1151997 1791833 25.77% 2.418%
2 5.470 294 296 299 rBVY 5848339 5882839 84.62% 7.940%
3 6.510 383 387 389 rBVY 4845704 6952256 100.00% 9.383%
4 6.625 395 397 400 rBVY 5522108 6007867 86.42% 8.108%
5 6.853 415 417 419 rBV 2055719 1663167 23.92% 2.245%
6 7.013 428 431 433 rBY 5684634 5181939 74.54% 6.994%
7 7.425 464 467 469 rBVY 4347994 4788492 68.88% 6.463%
8 7.527 475 476 483 rVB 68612 104405 1.50% 0.141%
9 8.145 527 530 532 rBVY 1915227 2195112 31.57% 2.963%
10 9.219 621 624 626 rBY 7409701 6587374 94.75% 8.890%

11 9.619 656 659 660 rBvV 977731 1253377 18.03% 1.692%
12 9.825 675 677 681 rBvV 154773 218072 3.14% 0.294%
13 9.893 681 683 685 rvv 2667871 2405510 34.60% 3.246%

14 9.928 685 686 688 rvB 119493 91350 1.31% 0.123%
15 10.065 694 698 699 rBvV 45615 72949 1.05% 0.098%
16 10.088 699 700 704 rVvB3 44365 90202 1.30% 0.122%
17 10.328 720 721 723 rVB 404695 321176 4.62% 0.433%
18 10.442 729 731 734 rVB 82968 99656 1.43% 0.134%

19 10.545 737 740 744 rBV 113249 210768 3.03% 0.284%
20 10.682 749 752 755 rBV 4097850 4397818 63.26% 5.935%

21 10.796 759 762 769 rvB2 327887 624892 8.99% 0.843%
22 10.991 777 779 784 rVB 65644 124115 1.79% 0.168%
23 11.254 798 802 803 rBvV 229255 257959 3.71% 0.348%
24 11.276 803 804 807 rVvB 93363 92106 1.32% 0.124%
25 11.379 811 813 814 rBV 2701708 2434999 35.02% 3.286%

26 11.448 817 819 821 rVB 220841 233265 3.36% 0.315%
27 11.608 830 833 837 rBv2 393800 526219 7.57% 0.710%
28 11.676 837 839 841 rVB 122700 100671 1.45% 0.136%
29 11.882 854 857 858 rBV 76584 91978 1.32% 0.124%
30 11.905 858 859 861 rvB 151751 122263 1.76% 0.165%

31 11.985 864 866 871 rvv2 146732 233861 3.36% 0.316%
32 12.088 871 875 876 rvV 43887 77672 1.12% 0.105%
33 12.168 880 882 887 rvB2 54003 130088 1.87% 0.176%
34 12.431 903 905 911 rBV 904768 1201103 17.28% 1.621%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084358.D

Aca On : 10 Jan 2016 12:06

Operator : SJ/UM

Sample : H1043-05

Misc :

ALS Vial : 9 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-BF123115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.511 911 912 916 rVB3 55874 74487 1.07% 0.101%

36 12.591 916 919 921 rBV 1050619 1067271 15.35% 1.440%
37 12.819 935 939 940 rBV 736713 1041555 14.98% 1.406%
38 12.854 940 942 946 rVB 492099 636652 9.16% 0.859%
39 12.968 949 0952 954 rVB 6393855 6078216 87.43% 8.203%
40 13.139 964 967 969 rVB 106178 191699 2.76% 0.259%

41 13.208 969 973 975 rBv2 118931 225974 3.25% 0.305%
42 13.242 975 976 980 rVB3 72002 125964 1.81% 0.170%
43 13.414 989 991 993 rBvV 186202 191153 2.75% 0.258%
44 13.540 997 1002 1006 rVB6 52459 126113 1.81% 0.170%
45 13.654 1006 1012 1014 rVB3 43164 106391 1.53% 0.144%

46 13.757 1018 1021 1023 rBV 57549 97267 1.40% 0.131%
47 13.871 1028 1031 1039 rVB2 478900 869782 12.51% 1.174%
48 14.008 1040 1043 1051 rVB2 1625798 2824812 40.63% 3.812%
49 14.122 1051 1053 1054 rBV 65237 73431 1.06% 0.099%
50 14.397 1073 1077 1079 rBV 82144 137774 1.98% 0.186%

51 14.488 1083 1085 1087 rBV3 53597 90043 1.30% 0.122%
52 14.774 1108 1110 1115 rBVG6 29833 77302 1.11% 0.104%
53 14.865 1115 1118 1123 rVB2 102090 124318 1.79% 0.168%
54 15.025 1130 1132 1138 rBV 259977 580415 8.35% 0.783%
55 15.128 1138 1141 1143 rVV3 40704 94794 1.36% 0.128%

56 15.323 1155 1158 1161 rVB 139336 183518 2.64% 0.248%
57 15.380 1161 1163 1166 rVB 207226 246815 3.55% 0.333%
58 15.437 1166 1168 1171 rBV 963127 1419692 20.42% 1.916%
59 15.974 1211 1215 1224 rVB5 41718 176806 2.54% 0.239%
60 16.831 1287 1290 1295 rBV2 78026 167285 2.41% 0.226%

61 17.243 1323 1326 1334 rVB 74796 165985 2.39%% 0.224%
62 17.608 1354 1358 1362 rVB 33004 80609 1.16% 0.109%

63 18.409 1423 1428 1432 rBV2 34218 105527 1.52% 0.142%
64 19.346 1506 1510 1519 rVB3 34816 146754 2.11% 0.198%

Sum of corrected areas: 74095757
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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\BF011016\

BF084358.D

10 Jan 2016 12:06

SJ/UM

H1043-05

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF084358.D

5.47

5.05

6.62
6.51

7.01

6.85

7.42

| 7.53

0
Time-->

5.00

5.50

7.50

Abundance
7000000

6000000

5000000

4000000

3000000

TIC: BF084358.D

10.68

9.89

11.38

2000000

1000000

0 L

12.97

59
12.4859 , o

2.

| 1amea3.43 52 60

T — T
Time-->  8.00 10.50 11.00 11.50

12.00

12.50

13.00

13.50

8.50
Abundance
7000000

TIC: BF084358.D

6000000
5000000
4000000
3000000

2000000
15.44

412 1414049 14177875 1@%& 15.97
I

1000000

16.83 17.24 1761

18.41

19.35

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:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084358.D

Aca On : 10 Jan 2016 12:06

Operator : SJ/UM

Sample : H1043-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown5.05 Concentration Rank 3

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

5.05 21.55 ng 1791830 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 259 (5.047 min): BF084358.D (-256) (-) m/z 43.05 100.00%
43
59
5000
101 URR UL L L
s1.] o7 83 | 480 5.00 5.20 5.40
Obrrrrrr et e e e e m/z 59.10 57.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR UL LS UL
59 480 500 520 540
m/z 101.10 19.41%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 5.00 520 540
5000 41 m/z 58.10 15.30%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59 4.80 5.00 5.20 5.40
m/z 41.10 8.80%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084358.D

Aca On : 10 Jan 2016 12:06

Operator : SJ/UM

Sample : H1043-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.62 Concentration Rank 1

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

6.62 72.25 ng 6007870 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 397 (6.625 min): BF084358.D (-395) (-) m/z 132.00 100.00%
5000 68
0 2 N o T J o2 o) Sbo 6R0 b0
ol & | Meus | m/z 68.10 47.07%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 A IR I L I
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.90%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 31.26%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B N
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 20.36%
5000 98 116
o -‘-“‘. ,ﬁ*%wm97,\,\‘l,,m, s 189 S| O] R
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084358.D

Aca On : 10 Jan 2016 12:06

Operator : SJ/UM

Sample : H1043-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.67 ng 321176 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 83
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 721 (10.328 min): BF084358.D (-720) (-) m/z 57.10 100.00%
57
43
5000
99 113 10.00 10.20 10.40 10.60
o 127 140 154 169 183 mn/z 43.10 74 69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 %7
5000 n
g5 10.00 10.20 10.40 10.60
29 m/z 71.10 53.63%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance
57
43
71 10.00 10.20 10.40 10.60
5000 g5 m/z 85.10 34.91%
29 9%
oL 15 113 127 141 155 169 183 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance #55008: Tetradecane
57 10.00 10.20 10.40 10.60
43 m/z 41.10 31.42%
71
5000 85
29
OEJW\HM?MMmmm 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250 1000 1020 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084358.D

Aca On : 10 Jan 2016 12:06

Operator : SJ/UM

Sample : H1043-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.80 5.13 ng 624892 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 76
2 Heptacosane 380 C27H56 000593-49-7 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Hexadecane 226 C16H34 000544-76-3 68
5 Eicosane 282 C20H42 000112-95-8 64
Abundance Scan 762 (10.796 min): BF084358.D (-759) (-) m/z 57.10 100.00%
57
5000 o1
, ‘ 11 155 185 10,40 10.60 10.80 11.00 11.20
ob— bl o L m/z 43.10 77.75%
m/z--> 50 100 150 200 250 300 350
Abundance #45544: Tridecane
57
5000 LN AR UL SO B
85 10.40 10.60 10.80 11.00 11.20
29 ‘ m/z 71.10 51.78%
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,40 10.60 10.80 11.00 11.20
5000 m/z 91.05 38.96%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3%0
Abundance #64571: Pentadecane EEma e REARE R
57 10.40 10.60 10.80 11.00 11.20
m/z 41.10 33.75%
5000 85
29
0 \‘ 1A | ‘ i J‘ 1%‘\-3 | 141.1 169 2:!'2
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&1,0 10.'40 10.|60 10.|80 11.'00 11.'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084358.D

Aca On : 10 Jan 2016 12:06

Operator : SJ/UM

Sample : H1043-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.25 2.12 ng 257959 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Pentadecane 212 C15H32 000629-62-9 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 802 (11.254 min): BF084358.D (-798) (-) m/z 57.10 100.00%
57
5000 85
192 DAV SN BN A
113 141 11.00 11.20 11.40 11.60
o....\,‘.!.'.ll-l'a,l‘?o...l....,........,.... m/z 43.10 65.95%
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane
57
5000 a5 R UL UL B B
nmnmnmnm
29 m/z 71.10 61.40%
ol s 141 160 107 225 253 281 300 338
m/z--> 55 160 150 260 2éo 360 3éo
Abundance
57
"'11.00 1120 11.40 11,60
5000 g5 m/z 85.10 42 .24%
29
0 113 141 159 212
m/z--> o '55' B 160" "150" ' éooll "250" ' 500" ' ééo" -
Abundance #151556: Heptacosane B S I Sl S
57 11.00 11.20 11.40 11.60
m/z 41.10 29.33%
5000
85
0 %9 (113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo 1150 1120 1140 1160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084358.D

Aca On : 10 Jan 2016 12:06

Operator : SJ/UM

Sample : H1043-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Cyclotetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.61 4.32 ng 526219 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 95
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 Cvclododecane 168 Cl1l2H24 000294-62-2 90
4 1-Pentadecanol 228 C15H320 000629-76-5 83
5 Hexadecen-1-ol, trans-9- 240 C16H320 064437-47-4 64
Abundance Scan 833 (11.608 min): BF084358.D ( 830) ) m/z 167.10 100.00%
43 55
69 83
5000 97
o 97 1120 1140 1160 1150 12,05
0 m/z 55.10 93.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53621: Cyclotetradecane
41 55
69 oo
5000 AR DAL B U B
29 97 1120 11.40 11.60 11.80 12.00
111 m/z 43.10 87 .19%
o L‘ il “\ || 1139953168 1%
m/z--> 20 40 60 80 100 120 140 160 180 260 220
Abundance
43 55
69 83 LRI BN SR SURIURN B
11.20 11.40 11.60 11.80 12.00
5000 97 m/z 57.05 74.36%
29 111
o 125 140 154 168 182 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34706: Cyclododecane AR aE RS S s S
55 69 11.20 11.40 11.60 11.80 12.00
41 83 m/z 83.10 73.66%
5000 97
29 111
‘ ‘ 125 140 168
EECHIN e 288 L
m/z--> 20 40 60 100 120 140 160 180 200 220 1120 11.40 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084358.D

Aca On : 10 Jan 2016 12:06

Operator : SJ/UM

Sample : H1043-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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-Heptadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.43 9.87 ng 1201100 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 91
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91

Abundance Scan 905 (12.431 min): BF084358.D (-903) (-) m/z 55.05 100.00%

12. 20 12. 40 12 60 12. 80
OFrrrrre i m/z 43.10 86.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81253: 1-Heptadecene
43 57 83
97

5000
712120 1240 12,60 12:80
m/z 57.10 84 .90%

125
15 | | 140154168182196210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
57 83

12 20 12.40 12.60 12.80

56 . 83
41 97
5000
5

o

5000 70 97 m/z 83.10 80.09%
29 111
125
o 140154168182196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98170: 1-Nonadecene R I R R m e e
41 5 12. 20 12. 40 12 60 12. 80

m/z 69.10 72 .00%

69 83 97
5000
2%
|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12. 40 12 60 12. 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084358.D

Aca On : 10 Jan 2016 12:06

Operator : SJ/UM

Sample : H1043-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2- Chloropropionic acid, he... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 6.16 ng 869782 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
Abundance Scan 1031 (13.871 min): BF084358.D (-1028) (-) m/z 57.05 100.00%
57
83
5000
R AR BN BN U
139 13.60 13.80 14.00 14.20
Obrrrrrrsbe b 167 195213230 258 280 m/z 55 05 83 750
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133740: 2- Chloropropionic acid, hexadecyl ester
57 83
5000 4 LR SR BN BN U
13.60 13.80 14.00 14.20
196 m/z 43.10 83.60%
) 139 158 222 269 33
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
83 SR SR BN BN U
13.60 13.80 14.00 14.20
5000 m/z 83.05 75.61%
111
27 67
o 139 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121981: 1-Docosene e BAREE RS
13.60 13.80 14.00 14.20
m/z 97.10 69.66%
5000
o} e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084358.D

Aca On : 10 Jan 2016 12:06

Operator : SJ/UM

Sample : H1043-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 11 unknownl15.97 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.49 ng 176806 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furazanol3.4-H11l.6-naphthyridin-... 264 C14H8N402 296245-19-7 32
2 9-Octadecenoic acid (2)-. octade... 535 C36H7002 017673-49-3 32
3 Benzolblnaphthol2.3-dl1thiophene.... 264 C18H16S 024964-02-1 30
4 3-Hvdroxvcinnamic acid. ethvl es... 264 C14H2003Si 1000071-70-0 22
5 9H-Purin-6-amine, N,9-bis(trimet... 279 C11H21N5Si2 017995-04-9 22
Abundance Scan 1215 (15.974 min): BF084358.D (-1211) (-) m/z 264.10 100.00%
264
57
5000 g7 131
207 RSl VYA VDN
167 294 15.60 15.80 16.00 16.20
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #96659: Furazano[3,4-H]1,6-naphthyridin-6(9H)-one, 5-phenyl-
234 264
5000 R AR AR
207 1560 15.80 16.00 16.20
m/z 263.15 71.54%
77105 192179
0 IIH} II\ u\ i" \‘u\h ‘I\ J::|‘|||‘|||||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57 264
97 15.60 15.80 16.00 16.20
5000 m/z 43.10 57 .90%
29 125 180 222
151
ol AR AR d b Lo | PO7325351379407 452 491 534
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #96938: Benzo[b]naphtho[2,3-d]thiophene, 9,10-dihydro-6,7-... R R B EE B
264 15.60 15.80 16.00 16.20
m/z 131.50 46 .85%
5000 234
117
o 39 88 | 163 202,
m/z--> 50 160 150 200 250 300 350 400 450 500 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084358.D

Aca On : 10 Jan 2016 12:06

Operator : SJ/UM

Sample : H1043-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 13 unknownl19.35 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.35 2.07 ng 146754 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane 759 C54H110 005856-66-6 43
2 Hexatriacontane 507 C36H74 000630-06-8 38
3 Triacontane 422 C30H62 000638-68-6 38
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 38
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 38

Abundance Scan 1510 (19.346 min): BF084358.D (-1506) (-) m/z 57.10 100.00%

5000

19.00 19.20 19.40

0 m/z 43.10 73.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #174439: Tetrapentacontane
57
5000 LIS N L L B L L
19 00 19. 20 19. 40
m/z 71.10 67.27%
o ‘\MMHH J\}????§267309351393435477519561603645687 758
AR P T T T T T e T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance
57
— T
19.00 19.20  19.40
5000 m/z 85.10 65.97%

99
141
183225267309351 407449 506

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #160627: Triacontane T B e L L
57 19.00 19.20 19.40
m/z 302.10 52.19%
5000

{11

o.ﬂw””“”.””.”u””.”.””.”.””.”w””.”w””“”w”. A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 19.00 19.20 19.40

=

J 141183225267309351 422
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011016\
Data File : BF084358.D

Acq On : 10 Jan 2016 12:06

Operator : SJ/UM

Sample - H1043-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
unknown5 .05 5.05 21.6 ng 1791830 1 6.85 1663170 20.0
unknown6 .62 6.62 72.3 ng 6007870 1 6.85 1663170 20.0
Hexadecane 10.33 2.7 ng 321176 3 9.89 2405510 20.0
Tridecane 10.80 5.1 ng 624892 4 11.38 2435000 20.0
Tetracosane 11.25 2.1 ng 257959 4 11.38 2435000 20.0
Cyclotetradecane 11.61 4.3 ng 526219 4 11.38 2435000 20.0
1-Heptadecene 12.43 9.9 ng 1201100 4 11.38 2435000 20.0
2- Chloropropioni... 13.87 6.2 ng 869782 5 14.02 2824810 20.0
unknownl15.97 15.97 2.5 ng 176806 6 15.44 1419690 20.0
unknown19 .35 19.35 2.1 ng 146754 6 15.44 1419690 20.0
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