LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018038.D

Acq On 22 Jul 2015 1:56

Operator : TP/UM

Sample - G3031-03

Misc :

ALS Vial : 17 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_G\METHODS\8270-BG071715_.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 4.691 336 341 350 rvB 77331 104839 3.37% 0.408%
2 5.155 413 420 430 rBVY 639378 915523 29.47% 3.565%
3 6.736 680 689 696 rBVY 749967 1138382 36.64% 4.433%
4 7.082 741 748 757 rBV 755903 1188291 38.25% 4.627%
5 7.547 820 827 834 rVB 198532 303467 9.77% 1.182%
6 7.864 874 881 888 rBV 564547 878402 28.27% 3.421%
7 8.704 1016 1024 1033 rBV 459051 750582 24.16% 2.923%
8 10.326 1293 1300 1306 rBVY 293924 498724 16.05% 1.942%
9 12.823 1718 1725 1732 rBV 1436588 2160225 69.53% 8.412%
10 13.675 1864 1870 1878 rVB 180667 253982 8.17% 0.989%
11 14.209 1954 1961 1968 rBV2 471775 721629 23.23% 2.810%
12 14.274 1968 1972 1980 rVB 42702 60838 1.96% 0.237%
13 14.615 2024 2030 2034 rBvV2 20786 32314 1.04% 0.126%
14 15.261 2133 2140 2148 rBV 44881 63682 2.05% 0.248%
15 15.708 2209 2216 2225 rBV 1174147 1638936 52.75% 6.382%
16 15.949 2251 2257 2265 rBV3 36643 66118 2.13% 0.257%
17 16.618 2367 2371 2378 rVB3 19943 32472 1.05% 0.126%
18 16.783 2395 2399 2412 rVB2 23031 40728 1.31% 0.159%

19 16.965 2423 2430 2433 rBvV 562852 823685 26.51% 3.208%
20 17.006 2433 2437 2443 rVB 432358 579278 18.64% 2.256%

21 17.094 2448 2452 2458 rVB 108372 154889 4._.99% 0.603%
22 17.370 2495 2499 2503 rVB 50566 66947 2.15% 0.261%
23 17.840 2571 2579 2582 rBV2 63272 138329 4.45% 0.539%
24 17.882 2582 2586 2594 rVV2 197065 332460 10.70% 1.295%

25 17.964 2596 2600 2606 rVv2 34690 70058 2.25% 0.273%
26 18.034 2606 2612 2616 rVV3 84050 154712 4.98% 0.602%
27 18.070 2616 2618 2625 rVB 36379 45275 1.46% 0.176%
28 18.352 2661 2666 2669 rBV 36729 52794 1.70% 0.206%
29 18.387 2669 2672 2678 rVB2 41204 54327 1.75% 0.212%
30 18.769 2732 2737 2742 rBV3 30436 52047 1.68% 0.203%
31 18.822 2742 2746 2751 rBV6 16454 34628 1.11% 0.135%
32 18.904 2756 2760 2770 rVB3 28073 53830 1.73% 0.210%
33 19.033 2776 2782 2787 rBV 625746 821686 26.45% 3.200%
34 19.174 2803 2806 2812 rBV6 29819 39679 1.28% 0.155%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018038.D

Acq On 22 Jul 2015 1:56

Operator : TP/UM

Sample - G3031-03

Misc :

ALS Vial : 17 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_G\METHODS\8270-BG071715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.397 2840 2844 2852 rVB 496251 668514 21.52% 2.603%

36 19.474 2852 2857 2861 rBV3 29712 45441 1.46% 0.177%
37 19.615 2875 2881 2890 rVB 2469368 3106921 100.00% 12.099%
38 19.721 2895 2899 2906 rBV5 36926 89757 2.89% 0.350%
39 19.897 2925 2929 2934 rVB 82444 115865 3.73% 0.451%
40 19.997 2942 2946 2950 rBVY 70282 90635 2.92% 0.353%
41 20.055 2950 2956 2960 rvv4 51447 90753 2.92% 0.353%
42 20.643 3053 3056 3063 rVB 49035 71502 2.30% 0.278%
43 20.808 3078 3084 3088 rBV3 49988 99822 3.21% 0.389%
44 20.849 3088 3091 3094 rVvVv 55837 73051 2.35% 0.284%

45 20.896 3094 3099 3103 rVv2 70319 137469 4.42% 0.535%

46 20.943 3103 3107 3115 rVB2 63533 119312 3.84% 0.465%
47 21.095 3129 3133 3138 rBVY 781910 848921 27.32% 3.306%
48 21.160 3138 3144 3148 rVVv2 854850 1448947 46.64% 5.643%
49 21.201 3148 3151 3160 rVB 293385 378834 12.19% 1.475%
50 21.319 3167 3171 3176 rBV2 55620 92129 2.97% 0.359%

51 21.706 3234 3237 3241 rVB2 54291 68404 2.20% 0.266%
52 21.759 3242 3246 3251 rVV3 77092 103953 3.35% 0.405%
53 22.441 3358 3362 3369 rBv4 60579 105582 3.40% 0.411%
54 22.711 3402 3408 3419 rVB2 397406 931351 29.98% 3.627%
55 22.870 3432 3435 3441 rVB 45304 69629 2.24% 0.271%

56 23.169 3482 3486 3496 rVB 130127 267454 8.61% 1.042%
57 23.269 3497 3503 3509 rVB 225389 409187 13.17% 1.593%
58 23.363 3513 3519 3525 rBV2 482547 928492 29.88% 3.616%
59 23.581 3553 3556 3564 rVB6 66635 122386 3.94% 0.477%
60 23.910 3606 3612 3623 rVB 292343 582853 18.76% 2.270%

61 25.578 3892 3896 3909 rVvB3 101078 288013 9.27% 1.122%

Sum of corrected areas: 25678935
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BGO72115\
BG0O18038.D

22 Jul 2015 1:56

TP/UM

G3031-03

17 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

2500000
2000000
1500000

1000000

500000

5.16

4.69

TIC: BG018038.D

6.74 7.08

8.70

e ]

10.33

0
Time-->

300 350 400 450 500 550 6.00 650 700 750 8.00 850

9.00

9.50 10.00 10.50 11.00

Abundance
2500000

2000000

1500000

1000000

500000

04
Time-->

12.82

TIC: BG018038.D

15.71

12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

19,61

Abundance

2500000
2000000
1500000

1000000

500000

0

TIC: BG018038.D

Time-->

21.00 2150 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018038.D

Acq On 22 Jul 2015 1:56

Operator : TP/UM

Sample - G3031-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.69 6.91 ng 104839 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 3-Hexanol 102 C6H140 000623-37-0 28
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
5 1,2-Butanediol, (.+/-.)- 90 C4H1002 026171-83-5 23

Abundance Scan 341 (4.691 min): BG018038.D (-336) (-) m/z 43.00 100.00%
43
59
5000
101
83 440 4.60 4.80 5.00
...,....,....,..?7.','.-:..?1..'!-!;....7,1....,.-...,...!,....,. m/z 59.00 61.53%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 101.00 30.37%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500
0,
5000 101 m/z 58.00 17.41%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4323: 3-Hexanol
59 440 4.60 4.80 5.00
m/z 41.00 9.32%
5000 31 43 73
25L\ 37\y“ 53|l 67 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018038.D

Acq On 22 Jul 2015 1:56

Operator : TP/UM

Sample - G3031-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 unknown7.08 Concentration Rank 1

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

7.08 78.31 ng 1188290 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 748 (7.082 min): BG018038.D (-741) (-) m/z 132.00 100.00%
132
5000
68
© s |l m P o |6k 7h0 7k T
e e m/z 68.00 32.96%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S SRR AR AR AR
6.80 7.00 7.20 7.40
m/z 134.00 32.68%
31 51
"kﬁﬁlw'l'l'jg"'l"'w""l'”'l""w"'l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
680 7.00 720 7.40
5000 67 m/z 66.00 22.31%
41 97
53
79 117
107
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl R s man e L
57 132 6.80 7.00 7.20 7.40
24 m/z 69.00 13.47%
5000 g MO
SRS | TR N .pwﬂ.‘»,..“‘.,...¥5?...., }??II o 98 Y A GR—
m/z--> 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018038.D

Acq On 22 Jul 2015 1:56

Operator : TP/UM

Sample - G3031-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 Phenanthrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.84 3.36 ng 138329 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 94
4 Anthracene, l-methyl- 192 C15H12 000610-48-0 93
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93

Abundance Scan 2579 (17.840 min): BG018038.D (-2571) (-) m/z 192.00 100.00%

2

5000

I,

17.60 17.80 18.00 18.20
m/z 191.00 56.45%

)

17!60 17.I80 18.IOO 18.I20
m/z 189.00 33.67%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50627: Phenanthrene, 2-methyl-

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
192 AA
R AR S s  EEEEEEa
17.60 17.80 18.00 18.20
5000 m/z 190.10 15.43%
165

39 63 82 96 115 139
mﬁmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 /\/\
AN

Abundance #50608: Anthracene, 9-methyl- R AaE e L A RER
192 17.60 17.80 18.00 18.20

m/z 192.95 14 .88%

39 63 82 115 139 E: A { QF!g !quﬁz

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.60 17.80 18.00 18.20

5000

9% 165
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018038.D

Acq On 22 Jul 2015 1:56

Operator : TP/UM

Sample - G3031-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.88 8.07 ng 332460 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 86
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 80

Abundance Scan 2586 (17.882 min): BG018038.D (-2582) (-) m/z 192.00 100.00%

192

43
5000

i

17.60 17.80 18.00 18.20
m/z 73.00 73.89%

303 328

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256

17.60 17.80 18.00 18.20
m/z 60.00 62.85%

213

157 185

2
“ “\‘ i H‘ HH

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

192

17.60 17.80 18.00 18.20
5000 m/z 43.05 59.62%

96 165
63 115 139
mewmwﬁmmmmwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #50627: Phenanthrene, 2-methyl- N AR LA
17.60 17.80 18.00 18.20

m/z 191.00 57.71%

)

T I T 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.60 17.80 18.00 18.20

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018038.D

Acq On 22 Jul 2015 1:56

Operator : TP/UM

Sample - G3031-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.03 3.76 ng 154712 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 68
2 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 43
3 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 28
4 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25
5 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 23
Abundance Scan 2611 (18.028 min): BG018038.D (-2606) (-) m/z 190.00 100.00%
190

5000
M\ o
165 e R e B
115 139 17.80 18.00 18.20 18.40
m/z 189.00 92 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190

5000

17.80 18.00 18.20 18.40
m/z 192.00 74.23%

111 137 163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
39 190
e
91 17.80 18.00 18.20 18.40
5000 65 115133 161 m/z 191.00 52.35%
mﬁmmﬁwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 f\/\/\
Abundance #48945: 2,2'-Bis(4,5-dimethylimidazole) e e
0 17.80 18.00 18.20 18.40

m/z 94.50 25.98%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018038.D

Acq On 22 Jul 2015 1:56

Operator : TP/UM

Sample - G3031-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 unknown22.44 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
22.44 2.27 ng 105582 Perylene-di12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxirane, hexadecyl-
2 Z-2-Octadecen-1-ol

3 Pentadecanal-

4 7Z-10-Pentadecen-1-ol

268 C18H360
268 C18H360
226 C15H300
226 C15H300

007390-81-0 49
1000131-11-0 46
002765-11-9 46
1000245-48-5 38

5 1,6-Disilacyclodeca-3,8-diene, 1... 248 C14H24Si2 100222-23-9 38

Abundance Scan 3362 (22.441 min): BG018038.D (-3358) (-) m/z 82.00 100.00%
7 82 254
5000
362 R R EEEmEmas
279 305 333 429 22.20 22.40 22.60 22.80
I m/z 57.00 92.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #99459: Oxirane, hexadecyl-
43 82
5000 LA L L L L L
22.20 22.40 22.60 22.80
109 m/z 254.00 89.82%
138
S (oo 0 0
m/z--> 50 100 150 200 250 300 350 400
Abundance
T P T
22.20 22.40 22.60 22.80
5000 m/z 96.05 79.34%
110 250
137]_59180 208
T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #73898: Pentadecanal- I EREEEEES L S
57 82 22.20 22.40 22.60 22.80
m/z 43.05 60.29%
50001 29
“ s
S R
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018038.D

Acq On 22 Jul 2015 1:56

Operator : TP/UM

Sample - G3031-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.17 5.76 ng 267454 Perylene-d12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 98
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
5 Benzo[a]pyrene 252 C20H12 000050-32-8 91
Abundance Scan 3486 (23.169 min): BG018038.D (-3482) (-) m/z 252.00 100.00%
252
5000
4 74 1001?5150174200226 281 326348 378401 429 461 2280 2300 29.20 2340
R A N oS csdacl Ll isss m/z 250.00 29.42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89816: Benzo[e]pyrene
252
5000

22.80 23.00 23.20 23.40
m/z 253.00 24 .92%

125
50 74 99, | 150174200224
L o o e B e e L I B A B N 0 L L e o o e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
252
22.80 23.00 23.20 23.40
5000 m/z 125.00 14_.17%
126
27 50 74 99, | 150174198224
L A o o o e o L L B o e o o B o e R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89826: Benz[e]acephenanthrylene e e
252 22.80 23.00 23.20 23.40
m/z 126.00 13.13%
5000
126
39 74 100, | 150174200224 l
I e o e B e o o o B B i B
m/z--> 50 100 150 200 250 300 350 400 450 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018038.D

Acq On 22 Jul 2015 1:56

Operator : TP/UM

Sample - G3031-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 1,21-Docosadiene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.58 2.64 ng 122386 Perylene-d12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,21-Docosadiene 306 C22H42 053057-53-7 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 74
3 E-8-Hexadecen-1-ol acetate 282 C18H3402 1000131-01-1 70
4 11-Dodecen-1-ol trifluoroacetate 280 C14H23F302 128792-46-1 64
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 53
Abundance Scan 3556 (23.581 min): BG018038.D (-3553) (-) m/z 57.10 100.00%

5000

2l

285306 342365390 430 23.20 23.40 23.60 23.80
m/z 82.05 99.87%

m/z--> 50 100 150 200 250 300 350 400
Abundance #120935: 1,21-Docosadiene
55 go
5000 [TrTrr[rrrr[rrrryprrror|m
23.20 23.40 23.60 23.80
29 110 206 m/z 43.10 89.31%
138
iy M\\ (e mze 2
m/z--> 50 200 250 300 350 400
Abundance
82
e e e
57 23.20 23.40 23.60 23.80
5000 m/z 55.00 71.41%
110
29
138
166 211 250
A e e e o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #107529: E-8-Hexadecen-1-ol acetate A Ea e
43 23.20 23.40 23.60 23.80
m/z 96.05 70.11%
- I Mﬂﬁw}\w\w
110
i h | 198 166 104 222 254 262
——t ,. ' T o L S
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018038.D

Acq On 22 Jul 2015 1:56

Operator : TP/UM

Sample - G3031-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.91 12.55 ng 582853 Perylene-di12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Eicosane 282 C20H42 000112-95-8 96
3 Hentriacontane 437 C31H64 000630-04-6 96
4 Hexadecane, l-iodo- 352 C16H33lI 000544-77-4 96
5 Tetracosane 338 C24H50 000646-31-1 95
Abundance Scan 3612 (23.910 min): BG018038.D (-3606) (-) m/z 57.05 100.00%
57
85
5000
AUV BN SRR
141 183207 266 23.60 23.80 24.00 24.20
Aok J|, L 1 70207 239200 295323 351 379 408 436 _ 476 | 75" 7110  81.59%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #91036: Octadecane
57
23.60 23.80 24.00 24.20
m/z 85.10 61.27%
L 8 a1 100 107 55 2
m/z--> ' 160 1éo 260 250 360 3éo 460 4éo
Abundance
57
g5 23.60 23.80 24.00 24.20
5000 m/z 43.10 58.68%
113
29 141 169 197 225 p53 282
m/z--> §0 160 1éo 260 2éo 360 3éo 460 4éo
Abundance #162744: Hentriacontane R R N R e
57 23.60 23.80 24.00 24.20
m/z 55.00 24 .78%
- MM
85
113
29[ ||| | |77 141 169 197 225 253 280 309 351 379 407 436
m/z--> 5'0 1(')0 1éo 2(')0 250 3(')0 35'30 4(|)O 4&'30 23.|60 23.|80 24.'00 24.'20 !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018038.D

Acq On 22 Jul 2015 1:56

Operator : TP/UM

Sample - G3031-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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... 4.69 6.9 ng 104839 1 7.55 303467 20.0
unknown7 .08 7.08 78.3 ng 1188290 1 7.55 303467 20.0
Phenanthrene, 2-m... 17.84 3.4 ng 138329 4 16.97 823685 20.0
n-Hexadecanoic acid 17.88 8.1 ng 332460 4 16.97 823685 20.0
4H-Cyclopenta[def... 18.03 3.8 ng 154712 4 16.97 823685 20.0
unknown22 .44 22 .44 2.3 ng 105582 6 23.36 928492 20.0
Benzo[e]pyrene 23.17 5.8 ng 267454 6 23.36 928492 20.0
1,21-Docosadiene 23.58 2.6 ng 122386 6 23.36 928492 20.0
Octadecane 23.91 12.6 ng 582853 6 23.36 928492 20.0
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