LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\

Data File : BF083807.D

Aca On - 15 Dec 2015 9:38 Instrument :
Operator : UM/1Z BNA_F

Sample - G4761-04 ClientSampleld :
Misc - SOUTH-SIDEWALL
ALS Vial : 46 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF121315.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.178 5 8 15 rVB 33279 49806 1.39% 0.175%
2 5.093 260 263 268 rBV 474306 678567 18.92% 2.379%
3 5.504 296 299 302 rBVY 1952065 2987371 83.29% 10.474%
4 6.533 386 389 391 rVB 2587643 2850483 79.47% 9.994%
5 6.670 398 401 403 rBY 2918976 3031222 84.51% 10.628%
6 6.899 418 421 423 rBV 755079 626559 17.47% 2.197%
7 7.059 432 435 437 rBVY 2593787 2426214 67 .64% 8.507%
8 7.459 467 470 472 rBV 1764545 1791727 49.95% 6.282%
9 7.562 475 479 485 rBB 70639 104548 2.91% 0.367%
10 8.179 531 533 536 rBB 804309 784567 21.87% 2.751%

11 9.265 625 628 630 rBV 3392193 3586757 100.00% 12.576%
12 9.653 659 662 664 rBvY 923089 761363 21.23% 2.669%

13 9.882 679 682 684 rBv2 31879 36587 1.02% 0.128%
14 9.939 684 687 689 rvv 1027773 947138 26.41% 3.321%
15 10.373 724 725 727 rVB 59661 55696 1.55% 0.195%
16 10.602 742 745 748 rBV 21348 42389 1.18% 0.149%

17 10.728 753 756 758 rBV 1849361 2216443 61.80% 7.771%
18 10.853 765 767 771 rBV2 53219 100970 2.82% 0.354%
19 11.299 804 806 807 rBV 50066 51599 1.44% 0.181%
20 11.413 814 816 819 rVB 932667 856790 23.89% 3.004%

21 13.002 952 955 957 rBvV 2710815 2539858 70.81% 8.905%
22 13.482 995 997 1000 rVB 88057 79591 2.22% 0.279%
23 13.905 1032 1034 1039 rBV3 75377 108440 3.02% 0.380%
24 14.042 1044 1046 1049 rBvV 682073 682977 19.04% 2.395%

25 14.911 1120 1122 1124 rVB 48064 59856 1.67% 0.210%
26 15.482 1169 1172 1175 rBV 483972 623777 17.39% 2.187%
27 15.642 1184 1186 1189 rVB3 30521 43010 1.20% 0.151%
28 16.191 1232 1234 1240 rVB2 65422 127955 3.57% 0.449%
29 16.614 1269 1271 1277 rVB 44558 93825 2.62% 0.329%
30 17.185 1318 1321 1324 rVB3 32454 72433 2.02% 0.254%
31 17.254 1324 1327 1332 rVB6 31105 64780 1.81% 0.227%
32 17.791 1372 1374 1380 rVB6 14519 37780 1.05% 0.132%
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LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\

Data File : BF083807.D

Aca On - 15 Dec 2015 9:38

Operator : UM/I1Z

a?ggle i G4761-04 SOUTH-SIDEWALL
ALS Vial : 46 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 28521078
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\

Data File : BF083807.D

Aca On - 15 Dec 2015 9:38

Operator : UM/I1Z

a?ggle i 64761-04 SOUTH-SIDEWALL
ALS Vial : 46 Sample Multiplier: 1

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

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

Abundance TIC: BF083807.D

3000000 6.67

6.53 7.06

2500000

2000000 5.50

7.46

1500000

1000000
6.90

5.09

500000

AN

5.00
TIC: BF083807.D

Time-->
Abundance

3000000
13.00

2500000

2000000 10.73

1500000

9.94
1000000 11.41

8.18

500000

11.3 13.48

11.50 12.00 12.50 13.00 13.50

9. 10.37 10.GJ

10.00 10.50 11.00
TIC: BF083807.D

0
Time--> 8.00
Abundance

8.50

9.50

9.00

3000000

2500000

2000000

1500000

1000000
14.04

15.48
500000

16.19

13.91 14.91 15.64 16.61

14.00 14.50 15.00

117125 17.79

15.50 16.00 16.50 17.00 17.50 18.00 18.50

0
Time-->

19.00
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\

Data File : BF083807.D

Aca On - 15 Dec 2015 9:38

Operator : UM/I1Z

a?ggle i G4761-04 SOUTH-SIDEWALL
ALS Vial : 46 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 21.66 ng 678567 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 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 263 (5.093 min): BF083807.D (-260) (-) m/z 43.10 100.00%
43
59
5000
101
480 5.00 5.20 5.40
L, 51 .|.| 8.3 | 0
) R R SR AN ARAR RRARA RARRA RARAN AARAN LA RALRS ARSI RARRY m/z 59.10 66.59%
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 59 480 500 520 540
m/z 101.10 27 .13%
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
480 500 520 540
5000 M m/z 58.10 17.42%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4000: Morpholine, 4—methy|— L L L L B L L BB
43 480 5.00 5.20 5.40
m/z 41.10 9.50%
5000
101
71
J B | s 86 A
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 : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083807.D

Aca On : 15 Dec 2015 9:38

Operator : UM/I1Z

Sample : 6G4761-04

Misc :

ALS Vial : 46 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 unknown6.67 Concentration Rank 1

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

6.67 96.76 ng 3031220 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 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 401 (6.670 min): BF083807.D (-398) (-) m/z 132.00 100.00%
5000 68
40 ? J 640 6.60 6.80 7.00
54 - - -
ol e | jeens m/z 68.10 39.94%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 LR UL L R UL
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.28%
0"M'Ml'H'l'l”'l""l'”"l" B AL U S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 " '6.40 6.60 6.80 7.00
5000 og 116 m/z 66.10 25.82%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- R m A
132 6.40 6.60 6.80 7.00
m/z 96.10 17.02%
5000
67
80 91
45 54 H ‘ ‘ 106 117
ol oy SRR SRR § S
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\

Data File : BF083807.D

Aca On - 15 Dec 2015 9:38

Operator : UM/I1Z

a?ggle i G4761-04 SOUTH-SIDEWALL
ALS Vial : 46 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Hexanoic acid, 2-ethyl- Concentration Rank 7

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

7.56 2.67 ng 104548 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 59
3 1.4-Dioxane 88 C4H802 000123-91-1 38
4 Butanoic acid. 2-methvl-. methvl... 116 C6H1202 000868-57-5 33
5 Hexanamide, 6-(heptyloxy)- 229 C13H27NO2 055191-08-7 28

Abundance Scan 479 (7.562 min): BF083807.D (-475) (-) m/z 73.10 100.00%
B g
5000
a ¥ 101
ll | 1ﬁ6 7.20 7.40 7.60 7.80
O”W””P”W””PLW“LT”MJ”PM””“P”W””P”W””P”W””P” m/z 88.10 80.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20007: Hexanoic acid, 2-ethyl-
73 88
\
5000 LR I U L I
a1 7.20 7.40 7.60 7.80
57 101 116 m/z 57.10 32.13%
ol 15 m\\ “ 65 | “ 129 144
m/z--> 10 20 §o 40 55 60 70 80 90 100 110 120 130 140 150 160
Abundance
73 88
R RARRE RSN LR RARREE
7.20 7.40 7.60 7.80
5000 m/z 41.10 28.12%
" 101
29 55
0 158
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1982: 1,4-Dioxane
28 7.20 7.40 7.60 7.80
m/z 87.10 22 .95%
88
5000 58
43
0"'P%EW"NIk”'IL“'P'JW'”qg”??"“\'”'I”"P"W"”I'”'I”"P"W"' LRI I R L I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083807.D

Aca On : 15 Dec 2015 9:38

Operator : UM/I1Z

Sample : 6G4761-04

Misc :

ALS Vial : 46 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 5 Heneicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.85 2.36 ng 100970 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 767 (10.853 min): BF083807.D (-765) (-) m/z 57.10 100.00%
57
5000 85
4
113 14 10.60 10.80 11.00 11.20
0! m/z 71.10 80.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85
5000 R UL SRR SULRLE B
10. 60 10. 80 11. oo 11. 20
4 m/z 43.10 63.46%
o ‘ LR e 197 225 253268 296
m/z--> 25 Jo éo 50 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance
57
"' 10/60 10.80 11.00 11.20
0
5000 a g5 m/z 85.10 51.28%
o 113 141 169 196211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91036: Octadecane N e A
57 10.60 10.80 11.00 11.20
m/z 41.10 29.46%
5000 85
4
o ‘ L | M3 141 169 197 25 254
m/z--> 25 Jo éo 50 160 150 150 1éo 180 200 220 240 260 2éo 300 1060 1080 1100 1120
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\

Data File : BF083807.D

Aca On - 15 Dec 2015 9:38

Operator : UM/I1Z

a?ggle i G4761-04 SOUTH-SIDEWALL
ALS Vial : 46 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 7-Nonenamide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.48 2.33 ng 79591 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Nonenamide 155 C9H17NO 090949-53-4 72
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
3 Dodecanamide 199 C12H25NO 001120-16-7 50
4 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 50
5 Octanamide 143 C8H17NO 000629-01-6 47
Abundance Scan 997 (13.482 min): BF083807.D (-995) (-) m/z 59.10 100.00%
59
72
5000
41
13.20 13.40 13.60 13.80
o h 28 | w7z 72.10 68.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26840: 7-Nonenamide
59
5000 72 L BRI U SN B
13 20 13. 40 13. 60 13. 80
44 m/z 55.05 37.14%
0 H “\‘ H‘\ \ Ll ‘ 8\6 98 1]\-2 126138 1?5
m/z--> ﬁo Jo éo éo 160 150 150 1éo 1éo 200 250 250
Abundance
59
13.20 13.40 13.60 13.80
5000 72 m/z 41.10 29.40%
0 91 111124 141155 170132196 212 229
m/z--> ﬁo Jo éo éo 160 150 1&0 160 180 200 220 250
Abundance #55487: Dodecanamide A e R
59 13.20 13.40 13.60 13.80
m/z 43.10 25.33%
5000
72
28 43
ohas | L il ) % 10011418 100156170 1o
m/z--> ﬁo ' éo éo 160 120 150 160 1éo 200 250 250 1320 1340 1360 1380
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\

Data File : BF083807.D

Aca On - 15 Dec 2015 9:38

Operator : UM/I1Z

a?ggle i G4761-04 SOUTH-SIDEWALL
ALS Vial : 46 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Trichloroacetic acid, penta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

1301  3.18ng 108440  Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91

3 l1l-Hexacosanol 382 C26H540 000506-52-5 91
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1034 (13.905 min): BF083807.D (-1032) (-) m/z 57.10 100.00%
57 83
5000 111
T
3 l |139 167 193 215 13.60 13.80 14.00 14.20
o Ay m/z 83.10 86.34Y%
m/z--> 50 100 150 200 250 300 350
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43
83
5000 LA L L L L L L LN |
111 13.60 13.80 14.00 14.20
m/z 55.10 85.69%
ol-2 ?...,..}%9, ..1§2.,2%0.. T
m/z--> 50 100 150 200 250 300 350
Abundance
43 a3
RS mmme e
13.60 13.80 14.00 14.20
5000 m/z 97.10 80.42%
111
o 63 139 168 196 241
e T e e e e e T B
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol e ma e B
43 13.60 13.80 14.00 14.20
m/z 69.10 79.10%
5000 83
18 111
0 ‘ Ll les ' b | \139 168 196 224 252 278 308 336 364
Al 10, | ; e e RS mmme e
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\

Data File : BF083807.D

Aca On - 15 Dec 2015 9:38

Operator : UM/I1Z

a?ggle i G4761-04 SOUTH-SIDEWALL
ALS Vial : 46 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknownl16.19 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.19 4.10 ng 127955 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 37
2 (7a-1sopropenvl-4_.5-dimethvlocta... 222 C15H260 1000187-02-9 37
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 32
4 2.4.7-Pteridinetriamine. 6-methvl- 191 C7HO9N7 017539-50-3 27
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 25
Abundance Scan 1234 (16.191 min): BF083807.D (-1232) (-) m/z 191.15 100.00%
191
95
5000
218 243 275203 315 383 | 15.80 16.00 16.20 16.40 16.60
0 fob b b e L m/z 95.10 57 .75%
m/z--> 50 100 150 200 250 300 350
Abundance #145075: Anthracene, 9-dodecyltetradecahydro-
95 191
43
5000 67 NN LR BN B
15.80 16.00 16.20 16.40 16.60
135 m/z 81.10 49 .29%
ol Im\, ‘\J il ,m‘\l 114 | 161 | | 210 236 263 303
m/z--> 50 100 150 200 250 300 350
Abundance
191
9% NN LR BN B
135 15.80 16.00 16.20 16.40 16.60
so00l 41 m/z 123.10 44 . 40%
69
h1d 161
s L e L WL I L
m/z--> 50 100 150 200 250 300 350
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... I RREEEEEES T
191 15.80 16.00 16.20 16.40 16.60
m/z 177.10 38.25%
Ut A»fJ\~vy/¥\»//\xV4ANIVVNJNp
123
149
AR
0.‘.‘.|“.“‘.U.‘.M|H.t.“.“.‘i.‘.“. e ———— NN
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\

Data File : BF083807.D

Aca On - 15 Dec 2015 9:38

Operator : UM/I1Z

a?ggle i G4761-04 SOUTH-SIDEWALL
ALS Vial : 46 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 2,4,5,5,8a-Pentamethyl-6,7,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.61 3.01 ng 93825 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 53
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 45
3 7a-I1sopropenvl-4. 5-dimethvloctah... 236 C15H2402 1000192-14-7 38
4 Isoaquinoline. 1.2.3.4-tetrahvdro... 283 C18H21NO2 036646-87-4 38
5 Amiphenazole 191 C9HON3S 000490-55-1 38
Abundance Scan 1271 (16.614 min): BF083807.D (-1269) (-) m/z 191.20 100.00%
191

5000

:

217 237 264 287301 16.20 16.40 16.60 16.80 17.00
m/z 95.10 45 _.81%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen

; .

191
5000 LA L L L L L L L LB
16. 20 16. 40 16. 60 16. 80 17. 00
m/z 81.10 39.40%
0y 01105 12 9 176 | 206
o P PR el A I W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
191
B o
16.20 16.40 16.60 16.80 17.00
5000 . m/z 69.10 37.52%
107 i /\/\L/’\/\/‘\"\J]\/W\-M/\
a1 93 135 176 | 206

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #79844: Ta-lsopropenyl-4,5-dimethyloctahydroindene-4-carbo... A o e e
135

191 16.20 16.40 16.60 16.80 17.00
m/z 123.10 32.42%

5000
236

221

F .

205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 20 16. 40 16. 60 16. 80 17. 00
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\

Data File : BF083807.D

Aca On - 15 Dec 2015 9:38

Operator : UM/I1Z

a?ggle i G4761-04 SOUTH-SIDEWALL
ALS Vial : 46 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknownl17.19 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.19 2.32 ng 72433 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoaquinoline. 1.2.3.4-tetrahvdro... 283 C18H21N0O2 036646-87-4 35
2 (3H)Pvrazole. 3.5-diphenvl-3-met... 234 C16H14N2 022675-60-1 25
3 N-Carboxvethvlrhodanine 205 C6H7N0O3S2 007025-19-6 15

4 Naphthalene. decahvdro-1.6-dimet... 208 C15H28 034315-85-0 15
5 Ethanone, 1-(4-amino-6-methyl-th... 206 C10H10N20S 1000268-83-5 14

Abundance Scan 1321 (17.185 min): BF083807.D (-1318) (-) m/z 191.15 100.00%

1

5000
232 [Trrr[rrrrrrrrrrrorrrs
247263 282 || 16.80 17.00 17.20 17.40 17.60
0 m/z 95.10 81.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108147: Isoquinoline, 1,2,3,4-tetrahydro-7-methoxy-2-meth...
191
5000 LA L L L L L L L LB
16. 80 17. OO 17. 20 17. 40 17. 60
120 m/z 205.20 55.07%
162 240 282
) S . Y PO o N W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
191
A
206 16.80 17.00 17.20 17.40 17.60
5000 m/z 109.10 47 .33%
|7 76 106 150 234
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59558: N-Carboxyethylrhodanine B A
205 16.80 17.00 17.20 17.40 17.60
45 m/z 69.10 47 .12%
5000 86 163
27 71
114130
188

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 80 17. OO 17. 20 17. 40 17. 60
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083807.D

Aca On : 15 Dec 2015 9:38

Operator : UM/I1Z

Sample : 6G4761-04

Misc :

ALS Vial : 46 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 unknownl7.25 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.25 2.08 ng 64780 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenediol. 2-T(1.4.4a.5.6.... 314 C21H3002 039707-55-6 45
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 27
3 Cvclopentene. l-isopropvl-4.5-di... 138 C10H18 007712-74-5 15
4 Phenol. 2.6-bis(1.1-dimethvlethvI)- 206 C14H220 000128-39-2 14
5 Cyclopentene, 1-isopropyl-2,3-di... 138 C10H18 007712-73-4 11
Abundance Scan 1327 (17.254 min): BF083807.D (-1324) (-) m/z 191.15 100.00%
95 191
69 123
5000 245
41 163 206223 279295 314 e
L L 17.00 17.20 17.40 1760
o .-!..'...'.|,. I i m/z 95.10 79.47%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125207: 1,4-Benzenediol, 2-[(1,4,4a,5,6,7,8,8a-octahydro-...
191
41 123
95
5000 69 L SR SULRLL ML B
175 17.00 17.20 17.40 17.60
314 m/z 69.10 58.12%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
191
117,00 17.20 17.40 17.60
5000 m/z 123.10 53.77%
7 B g a1107 R 9 176 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #16371: Cyclopentene, 1-isopropyl-4,5-dimethy!- A BT B S
95 17.00 17.20 17.40 17.60
m/z 55.10 47 .00%
5000 123
‘ 138
0,?§W.JW.LA.JW.HW.HW.”..”..”..”..”..“..“w.”w.”w. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.00 17.20 17.40 17.60

8270-BF121315.M Wed Dec 16 15:19:45 2015

SOUTH-SIDEWALL
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_F\DATA\BF121515\

Data File : BF083807.D

Acq On = 15 Dec 2015 9:38

Operator : UM/1Z

a?ggle i G4761-04 SOUTH-SIDEWALL
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.09 21.7 ng 678567 1 6.90 626559 20.0
unknown6 .67 6.67 96.8 ng 3031220 1 6.90 626559 20.0
Hexanoic acid, 2-... 7.56 2.7 ng 104548 2 8.18 784567 20.0
Heneicosane 10.85 2.4 ng 100970 4 11.41 856790 20.0
7-Nonenamide 13.48 2.3 ng 79591 5 14.04 682977 20.0
Trichloroacetic a... 13.91 3.2 ng 108440 5 14.04 682977 20.0
unknownl16.19 16.19 4.1 ng 127955 6 15.48 623777 20.0
2,4,5,5,8a-Pentam... 16.61 3.0 ng 93825 6 15.48 623777 20.0
unknownl17.19 17.19 2.3 ng 72433 6 15.48 623777 20.0
unknownl17 .25 17.25 2.1 ng 64780 6 15.48 623777 20.0
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