LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On > 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 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-BF013017.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 3.173 94 95 103 rBvV 72845 136623 1.08% 0.270%
2 3.458 116 120 126 rBvV 163612 328924 2.61% 0.650%
3 4.453 202 207 210 rBVY 5044620 12606747 100.00% 24.912%
4 5.116 259 265 268 rBVY 3830897 9466520 75.09% 18.707%
5 5.516 297 300 302 rBVY 1072474 1294030 10.26% 2.557%
6 6.544 387 390 392 rBVY 1481909 1561350 12.39% 3.085%
7 6.670 399 401 404 rBVY 1595793 1350811 10.71% 2.669%
8 6.899 419 421 424 rBV 833146 845351 6.71% 1.670%
9 7.059 433 435 438 rBVY 2560967 2250240 17.85% 4_447%
10 7.230 447 450 452 rBV 257174 285182 2.26% 0.564%

11 7.470 468 471 473 rBV 2184605 2000396 15.87% 3.953%
12 8.190 531 534 535 rBV 1419083 1220595 9.68% 2.412%
13 8.213 535 536 538 rvB 217550 156313 1.24% 0.309%
14 9.265 625 628 631 rBV 3463207 3122875 24.77% 6.171%
15 9.665 661 663 664 rBvY 178571 227098 1.80% 0.449%

16 9.871 677 681 683 rBv2 135644 167586 1.33% 0.331%
17 9.951 685 688 689 rvv 904688 1163164 9.23% 2.299%
18 9.973 689 690 692 rvVB 148513 139103 1.10% 0.275%
19 10.373 724 725 727 rVB 216010 154194 1.22% 0.305%
20 10.728 754 756 759 rBV2 429512 604734 4._.80% 1.195%

21 10.842 765 766 770 rBV 165356 279936 2.22% 0.553%
22 11.299 803 806 807 rBvV 131422 157930 1.25% 0.312%
23 11.436 815 818 822 rBv2 905259 1687281 13.38% 3.334%
24 11.505 822 824 826 rVB 177397 169559 1.34% 0.335%
25 11.665 835 838 841 rBvV 108049 144355 1.15% 0.285%

26 11.722 841 843 845 rvVv 183389 152614 1.21% 0.302%
27 12.042 870 871 876 rvB2 87787 126214 1.00% 0.249%
28 12.648 922 924 926 rBV 727952 652980 5.18% 1.290%
29 12.877 941 944 947 rBV 561737 708551 5.62% 1.400%
30 13.014 954 956 959 rVB 1691864 2274074 18.04% 4.494%

31 13.585 1004 1006 1008 rBV 133989 147464 1.17% 0.291%
32 13.917 1033 1035 1037 rVB 161578 143215 1.14% 0.283%
33 14.077 1046 1049 1050 rBV2 823170 1139186 9.04% 2.251%
34 14.237 1060 1063 1064 rBV2 147754 251161 1.99% 0.496%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On > 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 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-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.534 1087 1089 1092 rBV 206290 265864 2.11% 0.525%

36 14.842 1114 1116 1118 rVB 183047 170811 1.35% 0.338%
37 15.105 1137 1139 1143 rBV 209067 368237 2.92% 0.728%
38 15.174 1143 1145 1147 rVB 198004 236261 1.87% 0.467%
39 15.471 1168 1171 1173 rBV 141030 269449 2.14% 0.532%
40 15.528 1173 1176 1182 rVB2 569397 1034579 8.21% 2.044%

41 15.974 1213 1215 1217 rVB 162285 211958 1.68% 0.419%
42 16.214 1234 1236 1242 rVB 178236 374092 2.97% 0.739%

43 16.465 1256 1258 1262 rVB 141563 221069 1.75% 0.437%
44 16.637 1271 1273 1281 rVB 171057 336218 2.67% 0.664%

Sum of corrected areas: 50604894
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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\BF020717\

BF092829.D

7 Feb 2017 15:16

SJ/MA

11701-01

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF092829.D
4445
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6.54:67
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0
Time-->
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f
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5000000
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3000000

2000000
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0

8.19

TIC: BF092829.D

9.26
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10.37

0.73
.21 9.66 9. 8797 0.84 11.3

13.01

13.59

T
Time--> 8.00

8.50
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9.50

12.00
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13.50
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5000000

4000000

3000000

2000000

1000000

0

14.08

TIC: BF092829.D

15.53

1453 14.84 13317 15 47 15.9716.21 16.476.64

13.92(| 14.24

14.

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 3-Penten-2-one Concentration Rank 16

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

3.17 3.23 ng 136623 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one 84 C5H80 000625-33-2 91
2 3-Penten-2-one. (BE)- 84 C5H80 003102-33-8 86
3 Furan. 2.3-dihvdro-3-methvl- 84 C5H80 001708-27-6 72
4 Ethanone. 1-cvclopropvl- 84 C5H80 000765-43-5 64
5 2-Pentene, 4-methyl-, (2)- 84 C6H12 000691-38-3 58

Abundance Scan 95 (3.173 min): BF092829.D (-94) (-) m/z 69.00 100.00%
41 69
5000 \\x\K
84 I I
3 | 49 s5 2.80 3.00 no3m:mo
R AR Al kA LAk ek SR A A bl kel AR AL ARSI R ik AR AR m/z 41.05 90.86%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1374: 3-Penten-2-one
41
69

5000 R e

84 2.80 3.00 3.20 3.40 3.60
15 m/z 43.00 54.42%
3
‘ \ Al \4 5053
RJRRRNRAARE AR RERar nay ,,, T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 69
R e e L  EREEmEw
2.80 3.00 3.20 3.40 3.60
5000 m/z 39.10 46.08%
15 84
27 3
12 31 i 44 5053
WFWWFFFWFFFWFFFWFFFWFFFWW
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1421: Furan, 2,3-dihydro-3-methyl-

69 2.80 3.00 3.20 3.40 3.60
m/z 84.05 24 .16%

41
84
5000
27 55

1518 131 38| 44 51\‘ 65 81

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 280 3.00 320 3.40 360
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 4-Penten-2-one, 4-methyl- Concentration Rank 5

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

3.46 7.78 ng 328924 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 72
2 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 33
3 5-Hexen-2-one 98 C6H100 000109-49-9 33
4 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 33
5 4-Hexen-2-one 98 C6H100 025659-22-7 9

Abundance Scan 120 (3.458 min): BF092829.D (-116) (-) m/z 43.05 100.00%
43
5000 /\¥
S 83 o5 "'ézb"é46":;eb"ésb"'
SRS T VOV P S NN -1 (S WS N— m/z 83.10 10.82%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3164: 4-Penten-2-one, 4-methyl-
43
5000 U R I U R
3.20 3.40 3.60 3.80
m/z 39.10 9.27%
27 33 | 505 36974 OO o1 98
miz--> 1 % 3 40 % 6 70 s  so 100
Abundance
43
3.20 3.40 3.60 3.80
5000 m/z 55.10 6.56%
27
38 50 >° 61 67 77 83 %
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3098: 5-Hexen-2-one
43 3.20 3.40 3.60 3.80
m/z 41.05 4.44%
5000
5 55
\‘ 38, 50| 63 7177 8 98
m/z--> 1'0 20 30 40 50 60 70 8|0 9 1c')o 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 3 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.45 298.26 ng 12606700 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 207 (4.453 min): BF092829.D (-202) (-) m/z 55.10 100.00%
55
5000
43 98
420 4.40 4.60 4.80
...,....,....,...3?‘,-':..‘.‘?l.'::.?l..??,...7?,..'..?1....~,...., m/z 83.10 95.62%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000 29 %8 420 4.40 460 480
m/z 43.10 40.22%
23‘M 37, 49 6167 77 | 92
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
83
% R LR UL L
43 420 4.40 4.60 4.80
5000 m/z 98.10 34 .23%
29
98
37 49 62 69
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e
5 83 420 4.40 4.60 4.80
m/z 39.10 28.26%
41
5000 7 o8
15 ‘ 69
- .J..,..::M.34.a;:..??hh UL R/ N e —
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.12 223.97 ng 9466520 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
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 265 (5.116 min): BF092829.D (-259) (-) m/z 43.10 100.00%
a3
59
5000
1 480 500 520 540
..,....,....,..??I,'n..,??:.;...‘?9,..??,??..,...:,'....,. m/z 59.10 61.13%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L AL R I I
59 480 500 520 540
m/z 101.10 18.45%
25 3t 37 | 83 g3 %
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.10 15.83%
41
29 101
53 73 86
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R ma e alEa
59 4.80 5.00 5.20 5.40
m/z 41.05 9.77%
5000 41
31
| [
"|'%§'|" jll""“l""léﬁlk‘""i' "'I""I"'g?l""l' SRS SRR U LS
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\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.67 Concentration Rank 4

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

6.67 31.96 ng 1350810 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 401 (6.670 min): BF092829.D (-399) (-) m/z 132.10 100.00%
132
5000 68
40 | 6 " 640 6.60 6.80 7.00
54 75 104 . . . .
ST ..| SV -1 A W - S [ N m/z 68.10 43.93%
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 U R L L
6.40 6.60 6.80 7.00
78 m/z 134.10 31.95%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.10 27 .81%
104
66
14 27 37 4451 55 T g9 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #13916: Benzene, 1,3,5-trifluoro- R A
132 6.40 6.60 6.80 7.00
m/z 69.10 16.98%
5000
63 81
3138 50 74 ‘ 88 101 1;2
> 15 % % 4w e o B % 10 110 135 1% 15 " 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 7

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

7.23 6.75 ng 285182 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 50
3 2-Cvclohexen-1-one. 6-(1-hvdroxv... 168 C10H1602 087791-00-2 43
4 1H-Pvrazole. 1-methvl- 82 C4H6N2 000930-36-9 38
5 Germacyclopent-3-ene, 1,1-dichlo... 226 C6H10CI2Ge 005764-64-7 33

Abundance Scan 450 (7.230 min): BF092829.D (-447) (-) m/z 82.10 100.00%
8p
5000 110
g 54
67 o 6.80 7.00 7.20 7.40 7.60
'”P”W'”W””w'“J”W”LI””I”W”'W””ﬁ”ﬁ”'ﬁ””P”W”'W' m/z 110.10 42.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5702: 2-Cyclohexen-1-one, 3-methyl-
82
5000 SN LN UL L
39 54 110 6.80 7.00 7.20 7.40 7.60
m/z 54.10 32.92%
27 67
IIII""I""I""I""I""I""IIIII "" '9"5' IIIII""I""I"''I""I""II
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
82
ARARRARSN USRS RAREE RS
6.80 7.00 7.20 7.40 7.60
5000 m/z 39.10 28.57%
28 54
15 42 67
wmmrrﬁmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #34510: 2-Cyclohexen-1-one, 6-(1-hydroxy-1-methylethyl)-3-...
82 6.80 7.00 7.20 7.40 7.60
m/z 53.10 9.91%
5000 43 110
54
27
i) ‘M A L9 . 122 135 150
m/z--> 10 20 30 40 5'0 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Hexadecane Concentration Rank 17

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

9.87 2.88 ng 167586 Acenaphthene-d10 9.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tetradecane 198 C14H30 000629-59-4 80
3 Heptadecane 240 C17H36 000629-78-7 78
4 Pentadecane 212 C15H32 000629-62-9 72
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72

Abundance Scan 681 (9.871 min): BF092829.D (-677) (-) m/z 57.05 100.00%

57
43
5000

99 960 9.80 10.00 10.20
113127141 155 m/z 43.10 77.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73965: Hexadecane
43 57
71

5000 LA L L L L LN
o 9.60 9.80 10.00 10.20
- m/z 71.10 49.62%
| “ L w 99 113127 141 155 169 183197 226
SN R /N S S A i L L F LN )y
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 m/z 41.10 33.96%

85
29
99
113 127 141 155 169 198
R B A pa S Lt Lo B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #82608: Heptadecane T T T
57 960 980 10. 00 10 20
43 71 m/z 85.05 30.71%

85
5000
20 9
5 | I | MP127141155 169 183 197 211 240
| T | T

m/z--> 20 40 60

80 100 120 140 160 180 200 220 240

9.60 9.80 10.00 10.20

8270-BF013017.M Wed Feb 08 05:41:10 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Dodecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

10.37 2.65 ng 154194 Acenaphthene-d10 9.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 725 (10.373 min): BF092829.D (-724) (-) m/z 57.10 100.00%

57
43

5000

10.00 10.20 10.40 10.60
m/z 43.10 72.36%

99 113 197 141 155 169

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36156: Dodecane
57
43
71
5000 L B T T 1T TT T T[T T[T
85 10. OO 10. 20 10 40 10.60
29 ‘ m/z 71.10 56.01%
99 113 170
14\‘”\12”41
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
10.00 10.20 10.40 10.60
5000 71 m/z 85.10 35.51%
85
29
99 113 127 141 155 169 183 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64571: Pentadecane
57 10.00 10.20 10.40 10.60
43 m/z 41.10 30.39%
71
5000 85
29 99
mdLqu‘mmwmmm 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 00 10. 20 10 40 10 60

8270-BF013017.M Wed Feb 08 05:41:10 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.59 2.59 ng 147464 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Tetracosane 338 C24H50 000646-31-1 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
Abundance Scan 1006 (13.585 min): BF092829.D (-1004) (-) m/z 57.10 100.00%
57
5000 85
113 111 244 13.20 13.40 13.60 13.80 14.00
ol | Al [ T 108188 224294 268287 %27 | m/z 43.10 59.17%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 LRI BURRUSA SUNIILR BRI B
85 13.20 13.40 13.60 13.80 14.00
29 m/z 71.10 58.97%
M e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.20 13.40 13.60 13.80 14.00
5000 g5 m/z 85.10 39.41%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #136481: Tetracosane AR B
57 13.20 13.40 13.60 13.80 14.00
m/z 41.10 24 .06%
5000 a5
29 113
| ] | gl 770 141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3éo ' 1350 1320 13%0 13%0 14b0

8270-BF013017.M Wed Feb 08 05:41:10 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 12 Pentadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.92 2.51 ng 143215 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Nonadecane 268 C19H40 000629-92-5 94
3 Eicosane 282 C20H42 000112-95-8 93
4 Heptacosane 380 C27H56 000593-49-7 74
5 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 64
Abundance Scan 1035 (13.917 min): BF092829.D (-1033) (-) m/z 57.10 100.00%
57
5000 85
“| 20 1360 1380 1400 1420
127 155 202 . . .
N 0 O 0 e 2 o I w228 282300317 | "myz 71.10  62.15%
m/z--> mmmmmmmmmmmmmmmm
Abundance #64571: Pentadecane
57
5000 U AR R IR SRR
4 85 1360 13.80 14.00 14.20
m/z 43.10 61.57%
‘ L 4 13 141 169 212
m/z--> i&&%mmmmmmmmmmmﬁ
Abundance
57
13.60 13.80 14.00 14.20
5000 85 m/z 85.10 45 .53%
41
25 113 141 169 197 205 268
mmmmwwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107655: Eicosane B BEmmEmEs B
57 13.60 13.80 14.00 14.20
m/z 55.10 28.61%
85
5000
4
113
| ‘ I | 169 197 225 253 282
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280 300 350 13. 60 13. 80 14.00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Pentacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .24 4.41 ng 251161 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 83
2 Nonacosane 408 C29H60 000630-03-5 80
3 Tricosane 324 C23H48 000638-67-5 74
4 Tetracosane 338 C24H50 000646-31-1 74
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 1063 (14.237 min): BF092829.D (-1060) (-) m/z 57.10 100.00%
57
5000 85
L ssrmgsts % s w10 s 4100 14130 1440 14,60
ob—t e e T e e m/z 71.10 53.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142112: Pentacosane
57
5000 85 L B B L B
mmmmmmmm
113 m/z 43.10 51.59%
20| LA T 109189211 239 267 295 323 352
m/z--> §o 100 1%0 200 250 360 3éo 460
Abundance
57
' 14:00 14.20 14.40 14.60
5000 85 m/z 85.10 42 .03%
29 113 141 169 197 225 253 281 300 337 365 408
m/z--> §o 160 150 260 250 360 3éo 460
Abundance #130015: Tricosane AN EEa TS S S
57 14.00 14.20 14.40 14.60
m/z 55.10 21.40%
5000 85 »AJVJAb¢“v“A”j\\/VV~FdJ\«/V\\
29 324
mz> 50 ' 100 150' N " "' 14:00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 14 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .53 4_.67 ng 265864 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 87
Abundance Scan 1089 (14.534 min): BF092829.D (-1087) (-) m/z 57.10 100.00%
57
5000 M
99 14:20 14.40 14.60 14.80
41 242 : : : :
oAb 2 e Rieora S2ase e TW/Z 43.10  62.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #91036: Octadecane
57
5000 L BN BB B UL
mmmmmmmm
m/z 71.10 58.22%
28| m .w.%f‘}..l??%%%??‘f‘...
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
14:20 14.40 14.60 14.80
5000 m/z 85.10 41.09%
141 183 239 281 323 Vﬁﬁyj\_ﬁJ»\\J\vﬂuﬁv‘A\/\f
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 5%0 660
Abundance #172957: Tetratetracontane AN B B
57 14.20 14.40 14.60 14.80
m/z 55.10 25.09%
5000 ‘fAWJ\VINFﬁNJ\VnwAAJ/\/VA/

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 15 Hexacosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14 .84 3.30 ng 170811 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Eicosane 282 C20H42 000112-95-8 93
3 Docosane 310 C22H46 000629-97-0 93
4 Octadecane 254 C18H38 000593-45-3 91
5 Tridecane, l1-iodo- 310 C13H271 035599-77-0 87
Abundance Scan 1116 (14.842 min): BF092829.D (-1114) (-) m/z 57.10 100.00%
g7
5000 85
113 256 " 14.60 14.80 15.00 15.20
141 169
L, T 09187 211233 281 317 351 384 | 1o Tt7q 100 G4, b6%
m/z--> 50 100 150 200 250 300 350
Abundance #147089: Hexacosane
57
85
5000 LB S B U S
14.60 14. 80 15. oo 15. 20
113 366 m/z 43.10 55.29%
29‘ ‘ | ‘ [ 141 (169 197 225 253 281 309 337
|||‘|‘|‘|| H |||“|||‘||‘||||||||||‘|||
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 14.60 14.80 15.00 15.20
5000 m/z 85.10 48.81%
85
29
113 141 169 282
m/z--> §0 160 150 260 250 300 3%0
Abundance #123096: Docosane e RARREEE RS
57 14.60 14.80 15.00 15.20
m/z 55.10 20.30%
5000 85

113
J (141183 211 239 27 310

m/z--> 50 100 150 200 250 300 350 14.60 14. 80 15. OO 15. 20

8270-BF013017.M Wed Feb 08 05:41:12 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 16 Heptacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.17 4.57 ng 236261 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 Nonadecane 268 C19H40 000629-92-5 95
3 Octacosane 394 C28H58 000630-02-4 94
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 1145 (15.174 min): BF092829.D (-1143) (-) m/z 57.10 100.00%
g7
5000 85
oL Ll [113 141 169 197 221244208290 322 351 379 a1z | 50120 IO o
m/z--> 5 100 150 260 250 300 350 400
Abundance #151556: Heptacosane
57
5000 AR U B B B
85 14.80 15.00 15.20 15.40
m/z 43.10 54 _.54%
290 | | | 113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350 400
Abundance
57
14.80 15.00 15.20 1540
5000 85 m/z 85.10 47.21%
29
113 141 169 107 225 268
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane e oL B B Aot e e e
57 14.80 15.00 15.20 15.40
m/z 55.10 17.67%
5000 85
29
| ] (112 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 1540

8270-BF013017.M Wed Feb 08 05:41:13 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 18 unknownl6.21 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.21 7.23 ng 374092 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 47
2 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 35
3 5H-Benzoldeflcarbazole 191 C14HOSN 000203-65-6 27
4 9.10-Anthracenedimethanol. 9.10-... 548 C30H2806S2 1000195-17-4 16
5 Protriptyline 263 C19H21N 000438-60-8 16
Abundance Scan 1236 (16.214 min): BF092829.D (-1234) (-) m/z 191.20 100.00%
191
5000 95
69 123
4 163 15,80 16.00 16.20 16.40 16.60
217 264 383 : : : : :
243 302 327350 410 m/z 95.10 50350
m/z--> 50 100 150 200 250 300 350 400
Abundance #145074: Anthracene, 9-dodecyltetradecahydro-
191
95
5000{ 43 LRI RS SN B B
67 15.80 16.00 16.20 16.40 16.60
m/z 177.20 42 .58%
135 360
Ll d s T aes) | o103 264 303z 0
m/z--> 50 100 150 200 250 300 350 400
Abundance
95
41 1ol UNUNNUUNRSUARR N
15.80 16.00 16.20 16.40 16.60
5000 67 m/z 109.10 35.62%
135 274
115 | 161 217 245
m/z--> 55 160 150 260 2%0 300 3%0 460
Abundance #49880: 5H-Benzo[def]carbazole R BRE B e
191 15.80 16.00 16.20 16.40 16.60
m/z 69.10 31.88%
5000
30 62 82 111 140163 |
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&1;0 4(')0 15.|80 16.|00 16.|20 16.|40 16.|60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 19 Heptadecane, 9-octyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.47 4.27 ng 221069 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 90
5 Docosane, 2,21-dimethyl- 338 C24H50 077536-31-3 90

Abundance Scan 1258 (16.465 min): BF092829.D (-1256) (-) m/z 57.10 100.00%

5 \\ANL«N
5000

16.20 16.40 16.60 16.80

41177211245 369 412
,....,....1,4.3. e et 280 330 S e m/z 71.10 58.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #142113: Heptadecane, 9-octyl-
57
5000 LA L L L L L L L L
16 20 16. 40 16. 60 16. 80
m/z 43.10 56.32%
239
1 MJ 141 183 281 323
T |'“|“'w'“"'“ T T T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43
R R e
16.20 16.40 16.60 16.80
5000 m/z 85.10 43.38%
85

211
127 169 254

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane Al B B
57 16.20 16.40 16.60 16.80

m/z 55.10 21.62%

LRl

5000

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16 20 16. 40 16. 60 16. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092829.D

Aca On : 7 Feb 2017 15:16

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 20 _beta.-iso-Methyl ionone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.64 6.50 ng 336218 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-i1so-Methvl ionone 206 C14H220 1000285-40-2 89
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 60
3 5-(p-Aminophenv)-2-thiazolamine 191 C9HON3S 090349-87-4 46
4 28-Nor-17 .beta. (H)-hopane 398 C29H50 036728-72-0 45
5 Anthracene, 9-butyl- 234 C18H18 001498-69-7 43
Abundance Scan 1273 (16.637 min): BF092829.D (-1271) (-) m/z 191.20 100.00%
191
5000 95
a| 1], T relas elo0 50 o0
278 359 397 : : : :
253 28 308330 2 m/z 95.10 37.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 R BN BN SURIUS U
16.40 16.60 16.80 17.00
g5 135163 m/z 69.10 24 .93%
||||‘||‘|||“|“:|“‘|“|‘i:‘:‘:|||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
" 16.40 16.60 16.80 17.00
5000 57 m/z 55.10 24 .80%
107 149
m/z--> 50 100 150 200 250 300 350 400
Abundance #50017: 5-(p-Aminophenyl)-2-thiazolamine AN EEa TS e S
191 16.40 16.60 16.80 17.00
m/z 81.10 23.82%
5000
1 164
'1§' '?1' 7?"|“ V'H'ﬂ e [rrrrprrr et R BN BN SURIUR SUM
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00

8270-BF013017.M Wed Feb 08 05:41:14 2017 Page: 20



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020717\
Data File : BF092829.D

Acq On > 7 Feb 2017 15:16

Operator : SJ/MA

Sample - 11701-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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]
3-Penten-2-one 3.17 3.2 ng 136623 1 6.90 845351 20.0
4-Penten-2-one, 4. .. 3.46 7.8 ng 328924 1 6.90 845351 20.0
3-Penten-2-one, 4. .. 4.45 298.3 ng 12606700 1 6.90 845351 20.0
2-Pentanone, 4-hy... 5.12 224 .0 ng 9466520 1 6.90 845351 20.0
unknown6 .67 6.67 32.0 ng 1350810 1 6.90 845351 20.0
2-Cyclohexen-1-on. .. 7.23 6.8 ng 285182 1 6.90 845351 20.0
Hexadecane 9.87 2.9 ng 167586 3 9.95 1163160 20.0
Dodecane 10.37 2.6 ng 154194 3 9.95 1163160 20.0
Eicosane 13.59 2.6 ng 147464 5 14.08 1139190 20.0
Pentadecane 13.92 2.5 ng 143215 5 14.08 1139190 20.0
Pentacosane 14.24 4.4 ng 251161 5 14.08 1139190 20.0
Octadecane 14.53 4.7 ng 265864 5 14.08 1139190 20.0
Hexacosane 14.84 3.3 ng 170811 6 15.53 1034580 20.0
Heptacosane 15.17 4.6 ng 236261 6 15.53 1034580 20.0
unknownl6.21 16.21 7.2 ng 374092 6 15.53 1034580 20.0
Heptadecane, 9-oc... 16.47 4.3 ng 221069 6 15.53 1034580 20.0
-beta.-iso-Methyl... 16.64 6.5 ng 336218 6 15.53 1034580 20.0
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