LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\

Data File : BF091116.D

Aca On 9 Nov 2016 7:50 Instrument :
Operator - UM/SJ BNA_F

Sample - H5547-03 ClientSampleld :
Misc - ATER-QUALITYDRY-3
ALS Vial : 35 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-BF110316.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 1.755 4 6 55 rVB 2965065 8231816 100.00% 18.502%
2 4.784 269 271 282 rVB 210872 314271 3.82% 0.706%
3 5.241 309 311 330 rBVY 1097793 1633609 19.85% 3.672%
4 6.304 402 404 412 rBV2 670908 1103005 13.40% 2.479%
5 6.430 412 415 417 rBV 3670160 3518866 42.75% 7.909%
6 6.659 433 435 440 rBV 1122741 1062092 12.90% 2.387%
7 6.819 446 449 451 rBV 3604527 3546728 43.09% 7.972%
8 7.230 483 485 494 rBV 2540123 2625032 31.89% 5.900%
9 7.950 546 548 550 rBY 1263838 1347576 16.37% 3.029%
10 9.025 640 642 645 rBY 4703314 4433651 53.86% 9.965%

11 9.425 675 677 679 rBvV 451369 397472 4._.83% 0.893%
12 9.699 698 701 703 rBV 1372045 1470394 17.86% 3.305%
13 10.145 736 740 741 rvVB2 74548 118170 1.44% 0.266%
14 10.362 755 759 762 rBV2 49916 85529 1.04% 0.192%
15 10.488 767 770 772 rBV 2411283 2586545 31.42% 5.814%

16 10.613 779 781 785 rVB 259489 283687 3.45% 0.638%
17 11.059 818 820 821 rBv2 127421 148151 1.80% 0.333%
18 11.173 828 830 833 rBV 1360288 1183299 14.37% 2.660%
19 12.762 966 969 971 rBV 3716124 3517533 42.73% 7.906%
20 13.665 1045 1048 1053 rBV 92118 128301 1.56% 0.288%

21 13.802 1058 1060 1063 rBV 1014170 938604 11.40% 2.110%
22 14.214 1092 1096 1098 rBV 122312 153065 1.86% 0.344%
23 14.282 1100 1102 1105 rVV 2087060 1948410 23.67% 4_379%
24 14.351 1105 1108 1111 rVB 1144446 1183001 14.37% 2.659%
25 14.408 1111 1113 1116 rBV 774236 1044674 12.69% 2.348%

26 14.854 1150 1152 1157 rVB2 68056 123046 1.49% 0.277%
27 15.174 1178 1180 1183 rBV 605947 851704 10.35% 1.914%
28 18.031 1425 1430 1442 rVB 167111 512605 6.23% 1.152%

Sum of corrected areas: 44490836
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\

Data File : BF091116.D

Aca On > 9 Nov 2016 7:50

Operator : UM/SJ

ﬁ?ggle : H5547-03 ATER-QUALITYDRY-3
ALS Vvial : 35 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110316.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: BF091116.D

4000000
6.43 6.82

3000000/ /6
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2000000

5.24 6.66

1000000
6.30

4.78
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Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF091116.D
9/02

4000000 12.76

3000000
10.49

2000000

7.95 9.70 11.17

1000000

9.42
e

Ot R e e e A A

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF091116.D

13.50

4000000

3000000

14.28
2000000

13.80 4.35
1000000 A1
15.17

3.6 14, 14.85 18.03
e

Time--> 14.00 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\BF110816\

Data File : BF091116.D

Aca On 9 Nov 2016 7:50

Operator : UM/SJ

Samole - H5547-03 ATER-QUALITYDRY-3
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 unknown4.78 Concentration Rank 8

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

4.78 5.92 ng 314271 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 271 (4.784 min): BF091116.D (-269) (-) m/z 43.10 100.00%
43
59
5000
1o 440 460 4.80 500 5.20
ol sl s | /7 5910 55.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR SR SRR SRR
440 460 4.80 5.00 5.20
m/z 101.10 17.16%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
440 460 4.80 500 5.20
5000 m/z 58.10 15.68%
41
53 73 86
S U SR I SRS UL I UL SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester R e e E
43 440 460 4.80 5.00 5.20
m/z 41.10 8.82%
57
5000
29 101
o 15 Y 51 || 73 83 95
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\

Data File : BF091116.D

Aca On 9 Nov 2016 7:50

Operator : UM/SJ

Samole - H5547-03 ATER-QUALITYDRY-3
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 unknown6.43 Concentration Rank 3

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

6.43 66.26 ng 3518870 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 415 (6.430 min): BF091116.D (-412) (-) m/z 132.00 100.00%
5000 68
6 Trrr|rrrr|yprrrr|yrrrr|rrr
40 _ 54 | 75 104 6.00 6.20 6.40 6.60 6.80
Obrrprrrrprrer e Hib ??:.n.' BNV S Ml .S | S m/z 68.10 42.32%
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 R L IR I R
6.00 6.20 6.40 6.60 6.80
2 78 m/z 134.00 34 .08%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.0 6.60 6.80
5000 m/z 66.10 26.94%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine S
132 6.00 6.20 6.40 6.60 6.80
o7 m/z 69.10 16.97%
5000 0
31 52
0 4 ‘ o0 | 7\8 86 ! 105 1:!-6 |
m/z--> 10 20 30 40 55 éo 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\

Data File : BF091116.D

Aca On 9 Nov 2016 7:50

Operator : UM/SJ

Samole - H5547-03 ATER-QUALITYDRY-3
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.61 4.79 ng 283687 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Nonadecane 268 C19H40 000629-92-5 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 781 (10.613 min): BF091116.D (-779) (-) m/z 57.10 100.00%
57
2000 ° MAJ‘/\“/\
4
113 10.20 10.40 10.60 10.80 11.00
O bl 140155 m/z 71.10 69.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965: Hexadecane
57
5000 DA R A
g5 mmmmmmmmnm
4 m/z 43.10 64.33%
oL 26 L e 13141 160184 226
m/z--> 25 Jo éo éo 160 150 150 160 180 200 220 240 260 2éo 300
Abundance
57
o 10,20 10.40 10.60 10.80 11.00
5000 m/z 85.10 42 .86%
41
113
0 2 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
I I I I I

Abundance #99476: Nonadecane T e
10.20 10.40 10.60 10.80 11.00

m/z 41.10 28 .24%

5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 20 10. 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\

Data File : BF091116.D

Aca On 9 Nov 2016 7:50

Operator : UM/SJ

Samole - H5547-03 ATER-QUALITYDRY-3
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Tridecane, 3-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.06 2.50 ng 148151 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 72
2 Eicosane 282 C20H42 000112-95-8 62
3 Dodecane. 1-iodo- 296 C12H251 004292-19-7 58
4 Octadecane 254 C18H38 000593-45-3 58
5 Hexadecane 226 C16H34 000544-76-3 58

Abundance Scan 820 (11.059 min): BF091116.D (-818) (-) m/z 57.10 100.00%

57
43 | 71
5000

1ﬁwﬁuﬁm2 ~ 10/80 11,00 11.20 1140
0f m/z 71.10 65.98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55024: Tridecane, 3-methyl-
57
43

5000
71 ~ 10/80 11,00 11.20 1140
m/z 43.10 62.05%

85
- | 99113127141 155 %%183 108
NN S N il . N 2 R —
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57

10.80 11. OO 11. 20 11.40

o

71

5000 m/z 85.10 42.85%
85
29
. 99 113127141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114972: Dodecane, 1-iodo-
57 10 80 11.00 11.20 11.40
71 m/z 41.10 33.86%
- [ I ‘Aﬂ/\/\—/\/\/\/\/—/\k
29 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.80 11. OO 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\

Data File : BF091116.D

Aca On 9 Nov 2016 7:50

Operator : UM/SJ

Samole - H5547-03 ATER-QUALITYDRY-3
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 17-Pentatriacontene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.67 2.73 ng 128301 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 1-Nonadecene 266 C19H38 018435-45-5 90
4 1-Docosene 308 C22H44 001599-67-3 81
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 80
Abundance Scan 1048 (13.665 min): BF091116.D (-1045) (-) m/z 57.10 100.00%
57 83
5000 111 ’/\/\“\/\AJ\“JL/\
USRI SR BRI UL
139 177 13.40 13.60 13.80 14.00
O I m/z 83.10 85.68%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 SR AR SR BN S
13.40 13.60 13.80 14.00
1 m/z 55.10 77.73%
o ‘M ||| 139167106224 267202 321 462 490
miz--> 0 55 160 1%0 260 2éo 300 350 460 4%0 '
Abundance
43
69 SR BN B BRI R
97 13.40 13.60 13.80 14.00
5000 m/z 43.10 77.01%
125
o 153 196 224
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #98171: 1-Nonadecene Al EEma s B
43 97 13.40 13.60 13.80 14.00
69 m/z 97.10 75.72%
5000
125
ol 15, | ‘ JJ}§4182210238266
miz--> 0 5'0 1(')0 1%0 2(')0 25'30 3(')0 3&1;0 4(')0 4&1,0 ' 13.'40 13.|60 13.I80 14.'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\

Data File : BF091116.D

Aca On 9 Nov 2016 7:50

Operator : UM/SJ

Samole - H5547-03 ATER-QUALITYDRY-3
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Bicyclo[3.3.1]nonan-9-one, ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.21 3.26 ng 153065 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.3.11nonan-9-one. 1.2.4_... 225 C12H19NO3 129967-65-3 53
2 trans-1-Chloro-2-trimethvilsilvlo... 220 C10H21CIOS1 1000216-82-3 47
3 6-MethvIl-2-heptvne 110 C8H14 051065-64-6 43
4 Cvclopentene. 1.4-dimethvl-5-(1-... 138 C10H18 061142-33-4 43
5 2-Cyclohexen-1-one, 4-ethyl-3,4-_.._. 152 C10H160 017622-46-7 42
Abundance Scan 1096 (14.214 min): BF091116.D (-1092) (-) m/z 95.10 100.00%
95
69
5000

13.80 14.00 14.20 14.40 14.60

175189203217

0 m/z 69.10 53.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72909: Bicyclo[3.3.1]nonan-9-one, 1,2,4-trimethyl-3-nitro...
95
41 69
5000 55 100 A ARma s S LR
13. 80 14. 00 14. 20 14.40 14.60
‘ ‘ 151 m/z 81.10 39.75%
123 179
.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95
13.80 14.00 14.20 14.40 14.60
5000 m/z 55.10 38.71%
73
41 123
o 55 137 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5772: 6-Methyl-2-heptyne =yTrrryror T
95 13.80 14.00 14.20 14.40 14.60
m/z 109.10 37 .34%
5000 41
67
2 81
o 110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\

Data File : BF091116.D

Aca On 9 Nov 2016 7:50

Operator : UM/SJ

Samole - H5547-03 ATER-QUALITYDRY-3
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 unknownl14.35 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .35 25.21 ng 1183000 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-I1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 45
2 Cis-3-methvl-endo-tricvclol5.2.1... 150 C11H18 1000215-29-0 45
3 Bicvclol3.3.1Tnonan-9-one. 2.4-d... 211 C11H17NO3 129967-64-2 43
4 Cvcloheptane. 4-methyvlene-1-meth... 204 C15H24 1000159-38-5 35
5 Cyclohexane, 1,2-dimethyl-3,5-bi... 192 Cl14H24 074806-55-6 30
Abundance Scan 1108 (14.351 min): BF091116.D (-1105) (-) m/z 81.10 100.00%

5000

14.00 14.20 14.40 14.60

203217231245259

285

0 m/z 95.10 91.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68220: 6-sopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
95
123

5000

14.00 14.20 14.40 14.60
m/z 55.10 67.52%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
14.00 14.20 14.40 14.60
5000 67 109 m/z 109.10 65.16%
135
41 95
27 150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63512: Bicyclo[3.3.1]nonan-9-one, 2,4-dimethyl-3-nitro- (...
81 14.00 14.20 14.40 14.60
95 m/z 69.10 63.76%
5000 55
137
4 109
165 211
ob27 || | ‘ g Jp | 123 ] 151 ) 183 %
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\

Data File : BF091116.D

Aca On 9 Nov 2016 7:50

Operator : UM/SJ

Samole - H5547-03 ATER-QUALITYDRY-3
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 (1aR,3S,3aS,7R,7aR,7bS)-(-)... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14._.41 22.26 ng 1044670 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1laR.3S.3aS.7R.7aR.7bSY-(-)-1la.2... 222 C15H260 028329-86-4 72
2 Bicvclol3.3.11Tnonan-9-one. 1.2.4... 225 C12H19N03 129967-65-3 59
3 Bicvclol2.2.1Theptane., 1.3.3-tri... 138 C10H18 006248-88-0 43
4 1.5-Heptadiene. 2-methvl-. (2)- 110 C8H14 041044-64-8 38
5 Iridomyrmecin 168 C10H1602 000485-43-8 38

Abundance Scan 1113 (14.408 min): BF091116.D (-1111) (-) m/z 95.10 100.00%

9%

81

5000

14.00 14.20 14.40 14.60 14.80
m/z 81.10 77.78%

o 6119163176180 203217231245 272
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #71065: (1aR,3S,3aS,7R, 7aR, 7bS)-(-)-1a,2,3,3a,4,5,6,7,7a,7...
g1 %
124
41
5000 55
109 161 14.00 14.20 14.40 14.60 14.80
189 m/z 69.10 64.25%
‘ ‘ 138 ‘ ‘ ‘ 204 559
o,n.w.”.“.”,”.,.M.“.”h”k..”...” S
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
69 95
41 IIIIIIIIIIIIIIIIIIIIII
55 14.00 14.20 14.40 14.60 14.80
5000 109 m/z 55.10 58.66%
27
151
o 82 123,47 179
e e Rt B m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16366: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl- N L e e e e
81 14.00 14.20 14.40 14.60 14.80
123 m/z 109.10 49.03%
67
so00{ 41 95
109
A O O
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\

Data File : BF091116.D

Aca On 9 Nov 2016 7:50

Operator : UM/SJ

Samole - H5547-03 ATER-QUALITYDRY-3
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 unknownl14.85 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14 .85 2.89 ng 123046 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(1-Ethvl-2.3-dimethvl-cvclopen... 166 C11H180 1000185-18-6 47
2 Cis-3-methvl-endo-tricvclol5.2.1... 150 C11H18 1000215-29-0 30
3 Cvclopentane. 1l-methvl-2-acetvl-... 166 C11H180 1000139-72-5 27
4 Acetic acid. 1.7.7-trimethvl-bic... 196 C12H2002 092618-89-8 25
5 Cyclohexane, (2-ethyl-1-methylbu... 180 C13H24 074810-41-6 22
Abundance Scan 1152 (14.854 min): BF091116.D (-1150) (-) m/z 81.10 100.00%

55 95

121
5000

;‘

135

151 175189203 267981 14.60 14.80 15.00 15.20

0 m/z 95.10 90.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33234: 1-(1-Ethyl-2,3-dimethyl-cyclopent-2-enyl)-ethanone
123
81 14.60 14.80 15.00 15.20
43 95 m/z 55.10 86.19%
0 21 | 6\? o/ 108 | 137 166
L aa s B L B B o L R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
B RS B
14.60 14.80 15.00 15.20
5000 67 109 m/z 69.10 65.51%
135
41 95
27 150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33241: Cyclopentane, 1-methyl-2-acetyl-3-(1-methylethenyl)- R R e
123 14.60 14.80 15.00 15.20
m/z 121.10 61.41%
5000 43 81
N T e SR S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14. 80 15. OO 15.20

8270-BF110316.-M Wed Nov 09 16:00:58 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\

Data File : BF091116.D

Aca On 9 Nov 2016 7:50

Operator : UM/SJ

Samole - H5547-03 ATER-QUALITYDRY-3
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Decane, 5,6-bis(2,2-dimethy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.03 12.04 ng 512605 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5.6-bis(2.2-dimethvilprop... 278 C20H38 073002-85-4 55
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 47
3 Hexahvdropvrrolizin-3-one 125 C7H11NO 126424-83-7 30
4 2(5H)-Furanone. 5.5-dimethvl- 112 C6H802 020019-64-1 25
5 Cyclohexanecarboxylic acid, 4-pe... 368 C22H28N203 133856-87-8 22
Abundance Scan 1430 (18.031 min): BF091116.D (-1425) (-) m/z 57.10 100.00%
57
83 97
5000
4 1780 18.00 18.20 18.40
153167 : : : :
Obrrrrrrrrier 191207221 m/z 71.10 80.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105319: Decane, 5,6-bis(2,2-dimethylpropylidene)-, (Z,2)-
83
41 57
5000 111 LA L B L LB L L B B
17.80 18.00 18.20 18.40
0
18‘ 139 181 o1 m/z 69.10 77 .06%
0 ""‘|' k..l‘..‘.‘l‘lu“ﬁ“. HM\I\I\‘I\II\IMIII\HI\‘I .}.5.4;....|‘....29.5.. ‘”2|3|5””26:3”2|7|8””|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 1780 18.00 18.20 18.40
5000 o m/z 97.10 73.61%
113
o 2l 27 55 183197 05 253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10496: Hexahydropyrrolizin-3-one L m m E ARE
N 105 17.80 18.00 18.20 18.40
69 m/z 83.10 72 .08%
5000 M “
o} 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF110816\

Data File : BF091116.D

Acq On > 9 Nov 2016 7:50

Operator : UM/SJ

Sample - H5547-03 ATER-QUALITYDRY-3
Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : 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]
unknown4 .78 4.78 5.9 ng 314271 1 6.66 1062090 20.0
unknown6 .43 6.43 66.3 ng 3518870 1 6.66 1062090 20.0
Hexadecane 10.61 4.8 ng 283687 4 11.17 1183300 20.0
Tridecane, 3-methyl- 11.06 2.5 ng 148151 4 11.17 1183300 20.0
17-Pentatriacontene 13.67 2.7 ng 128301 5 13.80 938604 20.0
Bicyclo[3.3.1]non... 14.21 3.3 ng 153065 5 13.80 938604 20.0
unknown14 .35 14.35 25.2 ng 1183000 5 13.80 938604 20.0
(1aR,3S,3aS,7R,7a... 14.41 22.3 ng 1044670 5 13.80 938604 20.0
unknown14 .85 14.85 2.9 ng 123046 6 15.17 851704 20.0
Decane, 5,6-bis(2... 18.03 12.0 ng 512605 6 15.17 851704 20.0
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