LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082203.D

Acq On : 11 Oct 2015 4:41

Operator : UM/1Z

Sample - G3979-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 height area % max. total
1 5.017 249 252 264 rVB 672397 1164960 58.35% 5.249%
2 5.440 286 289 291 rBV 1792526 1889411 94.63% 8.513%
3 6.137 347 350 360 rvB 21464 34737 1.74% 0.157%
4 6.469 376 379 382 rBV 1287119 1841227 92.22% 8.296%
5 6.606 388 391 393 rBV 2053109 1996561 100.00% 8.996%
6 6.835 409 411 414 rBVY 600851 548872 27 .49% 2.473%
7 6.995 422 425 427 rBV 1539303 1533314 76.80% 6.908%
8 7.406 458 461 468 rBV 1134912 1190491 59.63% 5.364%
9 7.497 468 469 475 rVB 12572 23428 1.17% 0.106%
10 8.023 514 515 521 rBV2 41769 68457 3.43% 0.308%
11 8.126 521 524 526 rBVY 711943 727673 36.45% 3.279%
12 8.366 541 545 552 rvB2 18475 36818 1.84% 0.166%
13 9.075 604 607 612 rvVB 36378 44470 2.23% 0.200%

14 9.200 615 618 621 rBV 2009227 1987837 99.56% 8.956%
15 9.315 626 628 631 rvVv 329684 320974 16.08% 1.446%

16 9.600 650 653 655 rBv 398612 366482 18.36% 1.651%
17 9.875 675 677 680 rBvV 711958 834210 41.78% 3.759%
18 10.309 710 715 716 rBV3 29974 55707 2.79% 0.251%
19 10.458 726 728 730 rBV 192463 179330 8.98% 0.808%
20 10.675 744 747 749 rBV 1080117 1401286 70.18% 6.314%

21 10.778 755 756 761 rVB 45572 53436 2.68% 0.241%
22 10.881 763 765 767 rBV 20747 20779 1.04% 0.094%
23 11.224 793 795 797 rBV 35534 35579 1.78% 0.160%
24 11.361 805 807 810 rBV 669157 809939 40.57% 3.649%
25 11.532 820 822 824 rBV 21453 22635 1.13% 0.102%
26 11.589 825 827 831 rvVv 91152 100898 5.05% 0.455%
27 11.658 831 833 834 rBV 17128 20851 1.04% 0.094%
28 11.898 852 854 856 rBvV 89404 109972 5.51% 0.495%
29 12.058 866 868 870 rvv 23676 21161 1.06% 0.095%
30 12.092 870 871 874 rvv2 36384 42509 2.13% 0.192%
31 12.138 874 875 879 rVB 30179 29855 1.50% 0.135%
32 12.412 895 899 908 rBvV 144271 254213 12.73% 1.145%
33 12.595 912 915 917 rBV2 25135 44089 2.21% 0.199%
34 12.641 917 919 920 rBV 40631 36603 1.83% 0.165%

8270-BF101015.M Mon Oct 12 19:36:18 2015 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082203.D

Acq On : 11 Oct 2015 4:41

Operator : UM/1Z

Sample - G3979-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.664 920 921 924 rVvB2 159877 145336 7.28% 0.655%

36 12.767 928 930 933 rBvV2 263748 332538 16.66% 1.498%

37 12.824 933 935 936 rVB 25761 26917 1.35% 0.121%
38 12.892 939 941 944 rBV 29386 35627 1.78% 0.161%
39 12.949 944 946 949 rBV 1712279 1747771 87.54% 7.875%
40 13.178 963 966 968 rBV 48190 54275 2.72% 0.245%
41 13.269 971 974 975 rBV3 19171 20934 1.05% 0.094%
42 13.407 983 986 989 rvB2 38751 45238 2.27% 0.204%
43 13.475 989 992 994 rVB 87282 79280 3.97% 0.357%
44 13.521 994 996 997 rBV 56740 52872 2.65% 0.238%

45 13.841 1022 1024 1034 rBV 191788 293681 14.71% 1.323%

46 14.001 1036 1038 1041 rVV 617134 668276 33.47% 3.011%

47 14.161 1050 1052 1058 rVB 21844 31041 1.55% 0.140%
48 14.470 1075 1079 1085 rBvV2 28640 64687 3.24% 0.291%
49 14.767 1101 1105 1108 rBVvV2 25554 44845 2.25% 0.202%
50 14.835 1109 1111 1114 rVB 36961 45016 2.25% 0.203%
51 15.441 1161 1164 1172 rBvVY 444430 582042 29.15% 2.622%
52 15.875 1199 1202 1204 rBvV 14063 23874 1.20% 0.108%
53 15.933 1204 1207 1210 rBvV2 13295 27148 1.36% 0.122%
54 16.904 1289 1292 1297 rVB3 10253 24748 1.24% 0.112%
Sum of corrected areas: 22194910
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF101015\

BF082203.D

11 Oct 2015 4:41

umsiz

G3979-06

36 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

TIC: BF082203.D
61

5.44
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6.47
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Time-->
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2000000

1500000

1000000

500000

04
Time-->

TIC: BF082203.D
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12.95

10.67

9.87

11.36

14.00
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13.00

61

AP
S

11.50 12.00

12.50 13.50 14.00 14.50

Abundance
2000000

1500000

1000000

500000

TIC: BF082203.D

15.44

15883 16.90

0
Time-->
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15.50 16.00 16.50 17.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082203.D

Acq On : 11 Oct 2015 4:41

Operator : UM/I1Z

Sample - G3979-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.02 42 .45 ng 1164960 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 40
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 t-Butyl ethyl ether 102 C6H140 1000118-18-4 23
Abundance Scan 252 (5.017 min): BF082203.D (-249) (-) m/z 43.10 100.00%

43
59
5000

ot 460 480 500 520 540
83 - - - - -
o..,....,....,...37.','.-=~..,??~:.,..‘.37.,.73...,.~...,...=,|....,. m/z 59.10 61.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [TrTrr[rrrr[rrrrrrrr[ro—
460 4.80 5.00 5.20 5.40
59 m/z 101.10 18.59%
101
0 ?\7\\ 37\ in 53‘ H 67 7 83 91 ! ‘
N B o B A o e LA e o o o o A B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
IR e e e
460 4.80 5.00 520 5.40
5000 m/z 58.10 15.82%
41
53 73 86
O b T R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R mma s A BR

59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.03%

5000
a1 101
31
0 15 11l \‘H 53\\\‘ 69 83

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082203.D

Acq On : 11 Oct 2015 4:41

Operator : UM/I1Z

Sample - G3979-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 2 unknown6.61 Concentration Rank 1

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

6.61 72.75 ng 1996560 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 391 (6.606 min): BF082203.D (-388) (-) m/z 132.10 100.00%
5000 68
96 S S U S
40 54 || 78 | 106 6.20 6.40 6.60 6.80 7.00
L s A L m/z 68.10 40.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS AR UL UL I
620 6.40 6.60 6.80 7.00
31 51 m/z 134.10 33.24%
0 ‘ L1 H | jg 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 26.47%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl T Vi Prr
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.31%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082203.D

Acq On : 11 Oct 2015 4:41

Operator : UM/I1Z

Sample - G3979-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 4 Pyridine, 2-butyl-, 1-oxide Concentration Rank 6

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

9.31 7.70 ng 320974 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyridine, 2-butyl-, l-oxide 151 C9H13NO 031396-32-4 59
2 Metacetamol 151 C8HONO2 000621-42-1 53
3 Acetaminophen 151 C8HONO2 000103-90-2 53
4 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 42
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 42

Abundance Scan 628 (9.315 min): BF082203.D (-626) (-) m/z 43.10 100.00%
43
109
5000 151
57 69 85
95 123 9.00 9.20 9.40 9.60
I .',| et al L] 7 b, 123138 169 h777109.10 66.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #23843: Pyridine, 2-butyl-, 1-oxide
109
5000 151 NS AR SAARERARSE LR
9.00 9.20 9.40 9.60
93 122 m/z 151.10 38.15%
s m o[ w
L L S L W UL L B
m/z--> 20 40 60 80 100 120 140 160
Abundance
109
900 920 9.40 960
5000 151 m/z 41.10 19.58%
43
oL 15 27 53 g5 O 91 122 135
miz--> 20 40 60 80 100 120 140 160
Abundance #23673: Acetaminophen
109 9.00 9.20 9.40 9.60
m/z 85.10 13.76%
5000 151
43 30
ol 1527 B 65 | o1 || 122 135
m/z--> 20 40 60 80 100 120 140 160 0.00 9.20 940 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082203.D

Acq On : 11 Oct 2015 4:41

Operator : UM/I1Z

Sample - G3979-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 5 unknownl0.46 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.46 4_.30 ng 179330 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-(1,5-Dihydroxy-2,6,6-trimethyl... 224 C13H2003 1000191-85-2 43
2 Metacetamol 151 C8H9NO2 000621-42-1 43
3 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 42
4 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 38
5 1-(2-Pyrazinyl)-1-ethanol 124 C6H8N20 094777-52-3 38
Abundance Scan 728 (10.458 min): BF082203.D (-726) (-) m/z 43.10 100.00%
48 109
5000 151 013
255 10.20 10.40 10.60 10.80
0”||””|||| E?h |I| |||III|||| .||| l']'"37. !'.,?'??.,..1.95,...'.“...,...'.,. m/z 109.10 84 _97%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #72179: 4 (1,5-Dihydroxy-2,6,6-trimethylcyclohex-2-enyl)bu...
43 109
5000 LN SN U SULRILN B
a1 10.20 10.40 10.60 10.80
97 &7 95 163 m/z 151.10 37 .60%
181 206
[o) I I .‘l“. . ‘i‘l‘.‘.“‘.“l .“Wl 'Hi‘h . U\MH\I \‘\H \%? \‘\ n H\ |‘l‘. o ‘. - .‘. ; I2I2;4}I  RRARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
109
A AR LR AR SRS
10.20 10.40 10.60 10.80
5000 151 m/z 213.20 35.07%
43
14 27 65 0 94 | 122135
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73777: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol B
43 151 10.20 10.40 10.60 10.80
m/z 41.05 21.16%
5000 109
18 190
175
0 ”,I””I,,ﬁﬁ,“,\,w,\m i \‘,,,H,Il‘lllll‘,_‘, 208226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082203.D

Acq On : 11 Oct 2015 4:41

Operator : UM/I1Z

Sample - G3979-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 6 5-Octadecene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.59 2.49 ng 100898 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
2 11-Tricosene 322 C23H46 052078-56-5 91
3 Acetic acid, trifluoro-, tetrade... 310 C16H29F302 006222-02-2 90
4 9-Octadecene, (E)- 252 C18H36 007206-25-9 87
5 Pentafluoropropionic acid, dodec... 332 C15H25F502 006222-04-4 87
Abundance Scan 827 (11.589 min): BF082203.D (-825) (-) 55.10 100.00%

55
83
5000
111
3 1120 11/40 11.60 11.80 12.00

o’ m/z 69.10 82.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89785: 5-Octadecene, (E)-
55
83

5000 R AR EEsEs
11. 20 11. 40 11. 60 11. 80 12. 00

29 m/z 57.10 81.28%
o d 139 168 195 224 252
ey
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
T e = S
11.20 11.40 11.60 11.80 12.00
5000 83 m/z 43.10 78.75%

111
140 168 196 224243 266 294 322

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #122754: Acetic acid, trifluoro-, tetradecyl ester L o L
43 11.20 11.40 11.60 11.80 12.00
m/z 83.10 74 .35%
69
5000

o lh 12 140 168 196
Fprree
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082203.D

Acq On : 11 Oct 2015 4:41

Operator : UM/I1Z

Sample - G3979-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 7 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.90 2.72 ng 109972 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 854 (11.898 min): BF082203.D (-852) (-) m/z 73.00 100.00%
43 60 73
5000 129
171
43157 185199 256 11.60 11.80 12.00 12.20
0 m/z 60.00 89.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000 U L SURN BRI U
11.60 11.80 12.00 12.20
m/z 43.10 85.33%
. Il ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 1éo 180 200 220 240 260
Abundance
60 73
43 1160 11.80 12,00 12.20
5000 129 m/z 57.10 79.32%
87 15 oh 214
101 143 157 185
O e I AL e s B
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #83686: Pentadecanoic acid L B i e L
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 76.78%
5000 29
0 I R EEmEL T L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082203.D

Acq On : 11 Oct 2015 4:41

Operator : UM/I1Z

Sample - G3979-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 8 1-Octadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.41 6.28 ng 254213 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 93
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 91

Abundance Scan 899 (12.412 min): BF082203.D (-895) (-) m/z 55.05 100.00%

55 83

69

5000

:

12.00 12.20 12.40 12.60 12.80
m/z 83.10 90.15%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89783: 1-Octadecene
43 57

83

97

:

5000 | BRI BRI L L L L L L L
29 12.00 12.20 12.40 12.60 12.80
125 m/z 57.10 84 _46%
0 “ 1 139154168182196210224 252
B RESRRERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 RS
97 12.00 12.20 12.40 12.60 12.80
5000 m/z 43.10 79.55%
29 111

125
o 139153167 182196210224 252 280

mwwmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143984: Trichloroacetic acid, tetradecyl ester T
7 12.00 12.20 12.40 12.60 12.80

83 m/z 97.05  75.21%

5

5000

125

5

139153168 196 241

I T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082203.D

Acq On : 11 Oct 2015 4:41

Operator : UM/I1Z

Sample - G3979-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 unknownl2.66 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.66 3.59 ng 145336 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-[3,4-Dichlorophenyl]-6,8-dichl_... 371 C16H9CI4NO 038599-01-8 22
2 trans-4"-Chloro-4-methoxychalcone 272 C16H13CI02 006552-63-2 15
3 Cyclohexene, 4,5-dibromo-1-(1,2-... 450 C10H14Br4 070168-60-4 12
4 4-Chloro-2-[3,4-dichlorophenyl]-... 272 C11H7CI3N2 1000253-43-6 11
5 N-(2-Fluoro-phenyl)-2-0oxo0-2-[N"-. .. 375 C18H18FN305 1000295-53-2 10
Abundance Scan 921 (12.664 min): BF082203.D (-920) (-) m/z 372.90 100.00%
237 33

5000

301 337 12.40 12.60 12.80 13.00

o R m/z 374.90 95.01%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #148591: 2-[3,4-Dichlorophenyl]-6,8-dichloro-4-[hydroxymet...

3

12.40 12.60 12.80 13.00
m/z 236.90 85.60%

5000

0
m/z-->
Abundance
272
237 SNBSS § i RS VN
12.40 12.60 12.80 13.00
5000 161 m/z 271.90 67.08%
108133
L B B N B o o B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164306: Cyclohexene, 4,5-dibromo-1-(1,2-dibromo-1-methyle... e e
375 12.40 12.60 12.80 13.00
214 m/z 238.90 60.73%
5000
294
m/z--> 50 100 150 200 250 300 350 400 450 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082203.D

Acq On : 11 Oct 2015 4:41

Operator : UM/I1Z

Sample - G3979-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 10 unknownl2.77 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.77 9.95 ng 332538 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid, 1,l1-dimethyle...
2 Hexadecanoic acid, butyl ester

3 Hexadecanoic acid, 2-methylpropy...
4 3,4,4,6-Tetramethyl-2-(m-chlorop...
5 3-(antipyrin-4-yl)-5-(5-nitrosal...

312 C20H4002
312 C20H4002
312 C20H4002
266 C14H19CIN20
468 C21H16N405S2

031158-91-5 30
000111-06-8 25
000110-34-9 22
053004-31-2 12
314275-32-6 12

Abundance Scan 930 (12.767 min): BF082203.D (-928) (-) m/z 56.05 100.00%
56
5000 373
237
83 109129 272
3 160 193913 301 337 12.40 12.60 12.80 13.00
Oty m/z 57.10 51.42%
m/z--> 50 100 150 200 250 300 350
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 LA L L L L L L L L L L
29 12.40 12.60 12.80 13.00
m/z 372.90 39.31%
i ‘\ H‘ m | % \ 157 185 213 2 om1 312
o e A e e B e
m/z--> 50 150 200 250 300 350
Abundance
56
SN (N £ G W
12.40 12.60 12.80 13.00
5000 m/z 43.10 38.58%
257
29 83 129
. 109 = 157 185 213 537 g3 312
i e
m/z--> 50 100 150 200 250 300 350
Abundance #124097: Hexadecanoic acid, 2-methylpropyl ester T
7 12.40 12.60 12.80 13.00
m/z 41.10 37.36%
5000
239
29
o JH i ¢1oq ‘ 157 185 213 2%8 o8y 312
- IIIIIII‘IIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 150 200 250 300 350 12.40 12.60 12.80 13.00

8270-BF101015.M Mon Oct 12 19:36:25 2015
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082203.D

Acq On : 11 Oct 2015 4:41

Operator : UM/I1Z

Sample - G3979-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 11 Octadecanoic acid, butyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.48 2.37 ng 79280 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
2 n-Butyl myristate 284 C18H3602 000110-36-1 72
3 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 38
4 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 35
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32

Abundance Scan 992 (13.475 min): BF082203.D (-989) (-) m/z 56.10 100.00%
56
5000
3 129 g5
3 97 185, 241 267 13.20 13.40 13.60 13.80
O m/z 57.10 56.54%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 R U B R R
13.20 13.40 13.60 13.80
29 129 - m/z 43.10 38.98%
0 \‘ L h H‘ \N\ \h\ uh 157 185 213 241 2?7 \‘ 311 340
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
113.20 13.40 13.60 13.80
5000 m/z 41.10 32.28%
229
73 211
129
185 284
ol 101 157 255
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #12235: Oxirane, 2,3-bis(1-methylethyl)-, trans- N B B B B S R
56 13.20 13.40 13.60 13.80
m/z 55.10 31.65%
5000
73
o ‘ “ 95111128
m/z--> 20&eomﬁmmmmmmmmnmmmmmﬁmmﬁo 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082203.D

Acq On : 11 Oct 2015 4:41

Operator : UM/I1Z

Sample - G3979-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 12 Trichloroacetic acid, penta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 8.79 ng 293681 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1024 (13.841 min): BF082203.D (-1022) (-) m/z 57.10 100.00%
57
83
41
5000
111
| 139 . " 13.60 13.80 14.00 14.20
Obrrrrerrdf m/z 55.10 90.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43
83
5000 HRSR AR N UL B
13.60 13.80 14.00 14.20
m/z 43.10 85.97%
o 139154 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
97 ' 13.60 13.80 14.00 14.20
5000 71 m/z 83.10 74 .36%
29
125
o 14 153168 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98171: 1-Nonadecene AR R s
43 97 13.60 13.80 14.00 14.20
69 m/z 69.10 70.32%
5000

:

154

182 210 238 266
A e o e e
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082203.D

Acq On : 11 Oct 2015 4:41

Operator : UM/1Z

Sample - G3979-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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... 5.02 42.5 ng 1164960 1 6.83 548872 20.0
unknown6 .61 6.61 72.8 ng 1996560 1 6.83 548872 20.0
Pyridine, 2-butyl... 9.31 7.7 ng 320974 3 9.87 834210 20.0
unknown10.46 10.46 4.3 ng 179330 3 9.87 834210 20.0
5-Octadecene, (E)- 11.59 2.5 ng 100898 4 11.36 809939 20.0
n-Hexadecanoic acid 11.90 2.7 ng 109972 4 11.36 809939 20.0
1-Octadecene 12.41 6.3 ng 254213 4 11.36 809939 20.0
unknownl12 .66 12.66 3.6 ng 145336 4 11.36 809939 20.0
unknownl12 .77 12.77 9.9 ng 332538 5 14.00 668276 20.0
Octadecanoic acid... 13.48 2.4 ng 79280 5 14.00 668276 20.0
Trichloroacetic a... 13.84 8.8 ng 293681 5 14.00 668276 20.0
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