LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 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:\HPCHEM1\BNA G\METHODS\8270-BG060616.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 2.870 3 5 26 rVvB 1022747 1444548 98.34% 6.892%
2 5.102 379 385 392 rBV2 23835 46418 3.16% 0.221%
3 5.602 463 470 483 rBV 384945 742376 50.54% 3.542%
4 7.229 739 747 762 rBV 421798 859674 58.53% 4.102%
5 7.582 798 807 826 rBV 486261 940286 64.01% 4 .486%
6 8.040 875 885 894 rBV 114705 207932 14.16% 0.992%
7 8.363 933 940 951 rBV 364855 709731 48.32% 3.386%
8 9.215 1076 1085 1098 rBV 250843 528220 35.96% 2.520%
9 9.368 1107 1111 1121 rVB7 7227 16273 1.11% 0.078%
10 10.860 1357 1365 1382 rBvV 184229 377012 25.67% 1.799%
11 13.299 1773 1780 1793 rBvV 833241 1468864 100.00% 7.008%
12 14.056 1904 1909 1913 rvv3 9212 14904 1.01% 0.071%
13 14.127 1915 1921 1935 rVB 133278 227836 15.51% 1.087%
14 14.409 1961 1969 1976 rBvV2 25983 57685 3.93% 0.275%
15 14.544 1987 1992 1999 rVB 14899 22927 1.56% 0.109%
16 14.679 2006 2015 2022 rBvV2 283108 499598 34.01% 2.384%
17 14.744 2022 2026 2032 rvVB2 12144 22217 1.51% 0.106%
18 15.079 2079 2083 2092 rvv2 9076 17080 1.16% 0.081%
19 15.496 2150 2154 2158 rVB3 21919 29934 2.04% 0.143%
20 15.725 2187 2193 2200 rVB3 11515 24461 1.67% 0.117%
21 16.172 2262 2269 2287 rBV 483915 818475 55.72% 3.905%
22 16.360 2295 2301 2308 rBV5 21972 52064 3.54% 0.248%
23 17.082 2420 2424 2430 rVB2 14073 24440 1.66% 0.117%
24 17.147 2430 2435 2441 rBV2 20129 34975 2.38% 0.167%

25 17.423 2476 2482 2486 rBV 298399 492027 33.50% 2.348%

26 17.470 2486 2490 2496 rVvVv 176206 302482 20.59% 1.443%

27 17.558 2500 2505 2510 rvVv 36191 59952 4.08% 0.286%
28 17.776 2536 2542 2547 rBV3 29895 53522 3.64% 0.255%
29 17.840 2549 2553 2558 rVV3 18391 42721 2.91% 0.204%
30 17.881 2558 2560 2565 rVB5 12664 16379 1.12% 0.078%
31 18.011 2578 2582 2587 rVB7 10017 16550 1.13% 0.079%
32 18.299 2626 2631 2635 rBV 39673 64212 4._.37% 0.306%
33 18.346 2635 2639 2646 rVB3 48949 86497 5.89% 0.413%
34 18.428 2646 2653 2658 rBV3 18662 36830 2.51% 0.176%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 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
Title

Z:\HPCHEM1I\BNA G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.492 2658 2664 2668 rBV3 55753 116673 7.94% 0.557%

36 18.792 2710 2715 2719 rBV 25114 42066 2.86% 0.201%
37 18.845 2719 2724 2730 rVB 31384 56613 3.85% 0.270%
38 19.033 2747 2756 2760 rBV9 15971 35793 2.44% 0.171%
39 19.086 2761 2765 2768 rVB 14627 18550 1.26% 0.089%
40 19.139 2768 2774 2780 rBV5 30263 62556 4._.26% 0.298%
41 19.203 2780 2785 2790 rBV3 43808 80787 5.50% 0.385%
42 19.262 2790 2795 2798 rVV6 15254 31346 2.13% 0.150%
43 19.291 2798 2800 2805 rVB6 18263 22194 1.51% 0.106%
44 19.356 2806 2811 2816 rVV3 33003 56929 3.88% 0.272%
45 19.474 2825 2831 2837 rBVY 575875 889425 60.55% 4.244%
46 19.568 2844 2847 2850 rVB4 13658 16419 1.12% 0.078%
47 19.621 2852 2856 2860 rBVY 21663 33107 2.25% 0.158%

48 19.697 2865 2869 2879 rVV3 68420 122657 8.35% 0.585%
49 19.803 2880 2887 2888 rVv2 92120 139871 9.52% 0.667%
50 19.838 2888 2893 2900 rVvVv 536580 858223 58.43% 4_.095%

51 19.897 2900 2903 2910 rVB3 30883 51485 3.51% 0.246%
52 20.020 2918 2924 2930 rBV 975450 1423276 96.90% 6.791%
53 20.155 2941 2947 2954 rBV5 55463 129506 8.82% 0.618%
54 20.302 2964 2972 2981 rBV4 80563 243356 16.57% 1.161%

55 20.420 2988 2992 2996 rBV2 36092 57594 3.92% 0.275%
56 20.478 2997 3002 3006 rVB2 53123 96295 6.56% 0.459%
57 20.572 3013 3018 3022 rBV6 23453 44077 3.00% 0.210%
58 20.619 3022 3026 3030 rVv2 44996 81283 5.53% 0.388%
59 20.660 3031 3033 3038 rVv2 43016 69539 4.73% 0.332%
60 20.731 3042 3045 3052 rVB4 44249 69062 4._.70% 0.330%

61 21.083 3102 3105 3118 rVB 66412 125179 8.52% 0.597%
62 21.266 3133 3136 3138 rBV3 37391 52833 3.60% 0.252%
63 21.301 3138 3142 3148 rVV3 123258 211674 14.41% 1.010%
64 21.360 3148 3152 3157 rVVv2 62475 106872 7.28% 0.510%
65 21.424 3159 3163 3168 rVB2 69140 109150 7.43% 0.521%

66 21.548 3181 3184 3190 rVB 40861 60146 4_.09% 0.287%
67 21.689 3200 3208 3213 rBV2 396661 1138684 77.52% 5.433%
68 21.736 3213 3216 3229 rVB 256997 467983 31.86% 2.233%
69 21.888 3239 3242 3247 rVB2 42902 62998 4._.29% 0.301%
70 23.487 3508 3514 3530 rVB6 114495 299946 20.42% 1.431%

71 23.921 3577 3588 3599 rBV3 348360 1417900 96.53% 6.765%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 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 G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 24.638 3702 3710 3720 rVB2 115714 371356 25.28% 1.772%
73 24.785 3727 3735 3746 rVB2 154552 459142 31.26% 2.191%
74 24.932 3754 3760 3769 rVB2 97545 254502 17.33% 1.214%
75 25.995 3931 3941 3951 rVB3 179326 613341 41.76% 2.926%

Sum of corrected areas: 20959490
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG022435.D
10000004/87

800000

600000

7.58
7.23
400000 5.60 8.36

9.22

200000 10.86
8.04

5.10 937
C.,....,....,....|....|....|....|....|....|.... I B e B o AL e o o B B

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 7. 50 8. OO 8. 50 9. OO 9. 50 10. OO 10 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG022435.D
1000000 20.02

13.30
800000

19.47
600000 19.84

16.17 21.69

400000 ol 74
14.68 17.42

21.30 ‘

’ v 89
.., ) .‘ “":i’ﬂv L kﬂﬁ l l

\
1y.47
200000 1413

ok 14. 61414 5474508159873 |(16.:36 1170& A48 -' mﬂ.

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG022435.D
1000000

800000

600000

23.92

400000

200000

O

Time--> 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 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

2.87 138.94 ng 1444550 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 7
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 7
5 1,3,5-Trioxane 90 C3H603 000110-88-3 4

Abundance Scan 5 (2.870 min): BG022435.D (-3) (-) m/z 73.00 100.00%
7B
5000 /\\
43 89
- - 2.90 3.00 310 320 330
O B I m/z 43.00 35.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.90 3.00 3.10 3.20 3.30
89 m/z 89.00 32.62%
O I'?§M‘J"??M""'I "?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
2.90 3.00 310 320 3.30
5000 43 55 m/z 41.00 6.92%
29
o 37 61 g2 8 103
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #719: N-Ethylformamide aEaa s e  RRARE RS b
30 7B 2.90 3.00 3.10 3.20 3.30
m/z 42.00 5.36%
5000
58
44
o PR 1 - A ‘ A\
m/z--> 10 20 30 4'0 50 60 7'0 80 90 100 110 290 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.10 4_.46 ng 46418 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Guanidine 59 CH5N3 000113-00-8 9
4 2-Propanone. 1-cvclopropvl- 98 C6H100 004160-75-2 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 385 (5.102 min): BG022435.D (-379) (-) m/z 43.00 100.00%
43
59
5000
101 R - RSESWASSNEN
49 | 69 83 4.80 5.00 520 5.40
ot m/z 59.00 69.94%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR S R LN AR
4.80 5.00 5.20 5.40
59 m/z 101.00 24.47%
27 ‘ 83 101
Ol 22 gyl 48 58, || 6772 77 °° o186 |
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 21.66%
55
o 21 g 50 65 71 77 83 98
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #249: Guanidine
43 59 4.80 5.00 5.20 5.40
m/z 41.00 8.86%
5000
28 ‘
0"w'“LN”"U"”l"'ﬁ""l”"l'”'l"'w'"'w
m/z--> 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 3 unknown7.58 Concentration Rank 2

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

7.58 90.44 ng 940286 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 807 (7.582 min): BG022435.D (-798) (-) m/z 131.90 100.00%
132
5000 /\;
68
96 o0 70 780 7RO 200
40 54 720 7.40 7.60 7.80 8.00
o [ | eS| m/z 133.90  34.40%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R I R L
7.20 7.40 7.60 7.80 8.00
31 78 m/z 68.00 34.37%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 720 7.40 7.60 7.80 8.00
5000 gg 116 m/z 66.00 20.61%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132 7.20 7.40 7.60 7.80 8.00

m/z 69.00 13.85%

5000 67
97
‘ 79 ‘ 117
o H AL i es ] 206 ||

m/z--> 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 5 2-Tetradecene, (E)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.78 2.18 ng 53522 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Tetradecene. (E)- 196 C14H28 035953-53-8 97
2 1-Hexadecanol 242 C16H340 036653-82-4 94
3 Cvclotetradecane 196 C14H28 000295-17-0 93
4 5-Tetradecene. (E)- 196 C14H28 041446-66-6 91
5 Chloroacetic acid, pentadecyl ester 304 C17H33CI02 070301-47-2 91

Abundance Scan 2543 (17.781 min): BG022435.D (-2536) (-) m/z 55.00 100.00%

55 83

5000
3 147 166 191 274 292 17.40 17.60 17.80 18.00
0 m/z 82.95 88.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53627: 2-Tetradecene, (E)-
55

5000

17.40 17.60 17.80 18.00
m/z 69.00 84.66%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
17.40 17.|60 17.|80 18.IOO I
5000 m/z 97.00 70.75%
29 111

126 154 151196 224,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53622: Cyclotetradecane R B e
17.40 17.60 17.80 18.00

m/z 43.00 68.70%

5000

126 153168 196

T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 6 Anthracene, 1l-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.30 2.61 ng 64212 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 94
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 90
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 81
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 81

Abundance Scan 2631 (18.299 min): BG022435.D (-2626) (-) m/z 191.95 100.00%

2

5000

=

18.00 18.20 18.40 18.60
m/z 191.00 66.28%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50609: Anthracene, 1-methyl-

-

I~
LN I B

18.I00 18.I20 18.I40 18.I60
m/z 188.90  35.96%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
192
R RN R
18.00 18.20 18.40 18.60
5000 m/z 189.90 18.63%

04 165
o 39 6378 115 139

ﬂwwmm‘wmﬁwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50623: Phenanthrene, 1-methyl-
2 18.00 18.20 18.40 18.60
m/z 192.95 17.62%

:

5000

165

39 63 g1 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.00 18.20 18.40 18.60

=
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 7 5H-Dibenzo[a,d]cycloheptene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

18.35 3.52 ng 86497 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 93
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 89
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 81
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 76

Abundance Scan 2640 (18.351 min): BG022435.D (-2635) (-) m/z 192.00 100.00%

192

5000

L

18.00 18.20 18.40 18.60
12
12 L209 Bl Tw/z 191.00  56.29%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50635: 5H-Dibenzo[a,d]cycloheptene
192

5000 P TR
18.00 18.20 18.40 18.60

165 m/z 188.90 29.06%

L2843 & 83 9% 115108 152
1 T TTrTT TTrTT |||||||||I||
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

192

18,00 1820 18.40 18.60
5000 m/z 192.95 15.30%

94

g 149 165

9% 165
ol.27 5063 77 115 137152

Wﬁ#ﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50623: Phenanthrene, 1-methyl-
192 18.00 18.20 18.40 18.60
m/z 94.50 15.13%

5000

165

39 63 g2 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 00 18. 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 8 Benzaldehyde, 3,5-dichloro-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.49 4.74 ng 116673 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4C1202 000090-60-8 64
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 55
3 Methvl diselenide 190 C2H6Se2 007101-31-7 38
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 35
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 30

Abundance Scan 2664 (18.492 min): BG022435.D (-2658) (-) m/z 189.90 100.00%

190

5000

18.20 18.40 18.60 18.80
m/z 188.90 96.47%

o 113 139 218 243 304 326

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49487: Benzaldehyde, 3,5-dichloro-2-hydroxy-

N
LI I e i

18.20 18.40 18.60 18.80
m/z 192.00 62.04%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
190
18.20 18.40 18.60 18.80
5000 m/z 191.00 49.35%

95
27 43 63 ;9 | 117 137 163

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

Abundance #49343: Methy! diselenide e e A

9 190 18.20 18.40 18.60 18.80

m/z 94.50 33.33%
5000 s
109
7 1

) A e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 9 9,10-Anthracenedione Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.84 2.30 ng 56613 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 95
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 93
3 Anthraauinone-1-carboxvlic acid 252 C15H804 000602-69-7 90
4 Benzolclcinnoline 180 C12H8N2 000230-17-1 64
5 9,10-Phenanthrenedione 208 C14H802 000084-11-7 60
Abundance Scan 2723 (18.839 min): BG022435.D (-2719) (-) m/z 207.90 100.00%
152 180 208
5000 76
%0 90 104 128 104 290 18.60 18.80 19.00 19.20
0 m/z 179.90 86.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61654: 9,10-Anthracenedione
152 180 208
5000 76
18.60 18.80 19.00 19.20
50 126 m/z 151.90 86.10%
o ----.--“--.‘---”-‘.-9-‘(-)-1.‘-"-‘--.-‘--- B T T N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
180
' 18:60 18:80 19.00 10.20
5000 m/z 151.00 49 .46%
152
76
oL27 50 90 111126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89619: Anthraquinone-1-carboxylic acid At
180 208 18.60 18.80 19.00 19.20
152 m/z 75.95 39.81%
5000
76
50 98 125 | 235 759
OII”III\I“I\II\‘“HM ‘HH \H H H “‘IH\I‘III”IH”” S| ||l|||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 10 Bromoacetic acid, pentadecy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.14 2.54 ng 62556 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 70
2 1-Nonadecanol 284 C19H400 001454-84-8 68
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 64
4 1-Nonadecene 266 C19H38 018435-45-5 64
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 64
Abundance Scan 2774 (19.139 min): BG022435.D (-2768) (-) m/z 69.00 100.00%

5000
125 149 176 202 222 276 306 326 18.80 19.00 19.20 19.40
0 m/z 83.00 85.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #140345: Bromoacetic acid, pentadecy! ester
43 83

5000 LA LI L L L L L L L
18.80 19.00 19.20 19.40
m/z 55.00 83.16%
2
. il 141 156182 208
RN LR A Rar
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 83
R N Ry
18.80 19.00 19.20 19.40
5000 m/z 43.00 80.41%
111
67

2z 139 168 196 229238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106400: 3-Eicosene, (E)- R A REREE R
18.80 19.00 19.20 19.40

m/z 57.00 77 .34%

5000

139 167 196 224 252 280
L = e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 11 Phenanthrene, 3,6-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

19.20 3.28 ng 80787 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 98
2 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 93
3 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 93
4 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 91
5 Naphthalene, 1,2-dihydro-1-phenyl- 206 C16H14 016606-46-5 90

Abundance Scan 2784 (19.197 min): BG022435.D (-2780) (-) m/z 206.00 100.00%

6

5000

18.80 19.00 19.20 19.40 19.60
m/z 190.95 42 .93%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60361: Phenanthrene, 3,6-dimethyl-

18.80 19.00 19.20 19.40 19.60
m/z 188.85 35.83%

5000

102

76

27 51 122139 165

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
206
18.80 19.00 19.20 19.40 19.60
5000 191 m/z 204.95 31.33%
101
oL 27 51 78 123139 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60333: di-p-Tolylacetylene
206 18.80 19.00 19.20 19.40 19.60

m/z 57.00 28.69%

]

76
IR o e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.80 19.00 19.20 19.40 19.60

5000

191

102 152139 165
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

> Z:\HPCHEM1I\BNA G\METHODS\8270-BG060616.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 12 Cyclopenta(def)phenanthrenone Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
19.36 2.31 ng 56929 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 97
2 Tricvclol5.1.0.0(2.4)loctane. 5-... 247 C17H29N 1000063-59-3 59
3 (BE)-Ethvl 3-oxo-2-(pvrid-2-vDDme... 219 C12H13NO3 1000147-59-7 59
4 3"-Carboxvbenzoll".2".-b1-1.4-di... 204 C11H12N202 138023-41-3 53
5 [1,1"-Biphenyl]-4,4"-dicarbonitrile 204 C14H8N2 001591-30-6 53

Abundance Scan 2812 (19.362 min): BG022435.D (-2806) (-) m/z 203.90 100.00%
204
5000
176
8 150 19.00 19.20 19.40 19.60
63 121 : - : -
‘ 44 05121135 222237252 289305 w77 175 90 34 130
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58950: Cyclopenta(def)phenanthrenone
204
5000
176 19.00 19.20 19.40 19.60
88 m/z 87.95 18.04%
0 62 il ! 122 150 Il ‘
miz-> 20 40 60 80 160 120 1&0 160 180 200 220 240 260 280 300
Abundance
204
19.00 19.20 19.40 19.60
5000 232047 m/z 174.90 17.73%
26 41 g9 g3 105 133150 175
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #68634: (E)-Ethyl 3-oxo-2-(pyrid-2-ylmethylene-butanoate
204 19.00 19.20 19.40 19.60
m/z 204.90 16.39%
5000
132 176
43 78 104
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.00 19.20 19.40 19.60

8270-BG060616.M Mon Jun 20 18:29:15 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 13 unknown19.70 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

19.70 2.15 ng 122657 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 38
2 Nipecotic acid 129 C6H11NO2 000498-95-3 37
3 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 35
4 Hexadecanoic acid. butyl ester 312 C20H4002 000111-06-8 30
5 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 25

Abundance Scan 2870 (19.703 min): BG022435.D (-2865) (-) m/z 56.00 100.00%

56
5000 208

73 257

305 327 19.40 19.60 19.80 20.00

4
(o} m/z 57.00 57.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 T
29 73 19. 40 19 60 19. 80 20.00

m/z 207 .90 43.06%

129 257
‘ Al H\ b 157 185 213 2:‘39 | 281 312

o\ SR e | .m.””.“..”..“.”“.”..”.”..””..”.“..”q“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R AR LS L
19.40 19.60 19.80 20.00
5000 m/z 41.00 35.12%
30 84 129
101
0 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester B B
57 19.40 19.60 19.80 20.00
m/z 43.00 34.52%
5000 4
239 957
0 J\ | ‘ “ iH‘ \” H‘\ 157 185 213 282 312
e p”.””.”.u”.”.u”.u.””.u.”upu. R R REmE s E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19. 40 19 60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 14 Pyrene, 1-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.16 2.27 ng 129506 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 95
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 87
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 81
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 74
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 2948 (20.161 min): BG022435.D (-2941) (-) m/z 215.90 100.00%
216
5000
290 19.80 20.00 20.20 20.40
| 238 263 S0 30 32 Tn/7 214.95  94.76%
m/z--> 50 100 150 200 250 300 350
Abundance #67024: Pyrene, 1-methyl-
216
5000 UNSNBUNBS UV AR
19.80 20.00 20.20 20.40
94 189 m/z 212.90 25 _.52%
ol_39 63 ‘\ | 122130 163 | |
m/z--> 50 100 150 200 250 300 350
Abundance
216
19.80 20.00 20.20 20.40
5000 m/z 216.95 18.51%
ol 39 6381 107 139 163 189
m/z--> 50 100 150 200 250 300 350
Abundance #67036: Fluoranthene, 2-methyl-
216 19.80 20.00 20.20 20.40
m/z 106.50 16.48%
5000
108
oL 43 63 81 | | 130 16 1
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 16 11H-Benzo[a]fluoren-11-one Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.08 2.20 ng 125179 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 95
2 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 87
3 p-Terphenvl 230 C18H14 000092-94-4 43
4 Benzo(b)phenazine 230 C16H10N2 000257-97-6 43
5 2-Chloro-9-xanthenone 230 C13H7CI02 013210-15-6 43
Abundance Scan 3104 (21.078 min): BG022435.:I€ (-3102) (-) m/z 229.90 100.00%
230
5000
101 202
55 75 122 150 173 246 20.80 21.00 21.20 21.40
0 ....3,9....,....~,.-!..-,.-..-'.,-....,..u..,...-.,....,|...1.,....,.'... 276 28319 | "m/z 201.90  23.80%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #76451: 11H-Benzo[a]fluoren-11-one
230
5000 L U SR B L
20.80 21.00 21.20 21.40
101 200 m/z 199.90 21.93%
o s T wom
mz-> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
230
20,80 21.00 21.20 21.40
5000 202 m/z 201.00 18.77%
101
0 50 75 122 150 174
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #76471: p—TerphenyI LI L L L L B L L
230 20.80 21.00 21.20 21.40

m/z 230.90 18.64%
5000

115

152 176 202

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 20. 80 21. OO 21 20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 17 1-Tricosene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
21.30 3.72 ng 211674 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 64
2 Cvclohexadecane 224 C16H32 000295-65-8 62
3 Cvclotetradecane 196 C14H28 000295-17-0 55
4 1-Docosene 308 C22H44 001599-67-3 45
5 9-Tricosene, (2)- 322 C23H46 027519-02-4 44

Abundance Scan 3142 (21.301 min): BG022435.D (-3138) (-) m/z 57.00 100.00%
57
228
83
0% us J’A\M
LRI BN B
139 171 245 291 21.00 21.20 21.40 21.60
ol— .3.L A, 16 N 0266 L 322342 | 7 7527.95 74.53%
m/z--> 50 100 150 200 250 300
Abundance #129061: 1-Tricosene
57 g3
5000
111 21.00 21.20 21.40 21.60
29 m/z 43.00 66.15%
0 \‘ \‘ i \H\ \‘\ ““1%9 Il 1§9 " 196 224 252 294 32\2
m/z--> 55 160 1éo 260 2%0 360 '
Abundance
55 83
21/00 21.20 2140 21.60
5000 m/z 83.00 66 .05%
29 111
139 167 196 224
‘-7
m/z--> 55 160 1%0 260 250 360 '
Abundance #53619: Cyclotetradecane B B
55 21.00 21.20 21.40 21.60
m/z 71.00 57 .63%
83
5000
29 111
L L)) g0 168 10
U N"I' "'« e T T LRI BN B
m/z--> 50 100 150 200 250 300 21.00 21.20 21.40 21.60

8270-BG060616.M Mon Jun 20 18:29:18 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 18 16-Heptadecenal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.49 23.57 ng 299946 Perylene-d12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Heptadecenal 252 C17H320 1000144-57-9 93
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
3 Octadecanal 268 C18H360 000638-66-4 87
4 1.19-Eicosadiene 278 C20H38 014811-95-1 87
5 17-Octadecenal 266 C18H340 056554-86-0 87
Abundance Scan 3515 (23.492 min): BG022435.D (-3508) (-) m/z 57.00 100.00%

5000

L

23.20 23.40 23.60 23.80
m/z 82.00 95.64%

224

127 151

o 182198 287303319

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89755: 16-Heptadecenal
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022435.D

Aca On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 20 Hexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
26.00 48.20 ng 613341  Perylene-d12 24.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hexadecane 226 C16H34 000544-76-3 93

2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44

054833-48-6 87

3 Nonadecane 268 C19H40 000629-92-5 86
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 80
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 3942 (26.001 min): BG022435.D (-3931) (-) m/z 57.00 100.00%
57
85
5000
R e e  AREE
113 25.60 25.80 26.00 26.20 26.40
141 169 225 266
o — I Ll ”, I 2m  J09 196 290242 D0 288 313 344 Thyz 71.00 73.66%
m/z--> 50 100 150 200 250 300
Abundance #73966: Hexadecane
57
5000 85 BN ARRUAERL AR N
25.60 25.80 26.00 26.20 26.40
29 13 m/z 85.00 57.21%
DLl [T tee 1g7 226
r 77
m/z--> 50 100 150 200 250 300
Abundance
57
DU AR
25.60 25.80 26.00 26.20 26.40
5000 85 m/z 43.00 49 _.46%
113
0 40 141 183 211 239 267 296
L e e e e e
m/z--> 50 100 150 200 250 300
Abundance #99477: Nonadecane L e e
57 25.60 25.80 26.00 26.20 26.40
m/z 55.00 22.74%
- T M\/‘/\/\\/W
29
0 \‘ “ |\ ‘\ | A1 1:\I\-3 Al 1‘\11 . 169 197 225 2(?8
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061716\
Data File : BG022435.D

Acq On : 18 Jun 2016 22:38

Operator : UM/SJ

Sample : H3471-19

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
Propane, 2,2-dime... 2.87 138.9 ng 1444550 1 8.04 207932 20.0
2-Pentanone, 4-hy... 5.10 4.5 ng 46418 1 8.04 207932 20.0
unknown7 .58 7.58 90.4 ng 940286 1 8.04 207932 20.0
2-Tetradecene, (E)- 17.78 2.2 ng 53522 4 17.42 492027 20.0
Anthracene, 1-met... 18.30 2.6 ng 64212 4 17.42 492027 20.0
5H-Dibenzo[a,d]cy... 18.35 3.5 ng 86497 4 17.42 492027 20.0
Benzaldehyde, 3,5... 18.49 4.7 ng 116673 4 17.42 492027 20.0
9,10-Anthracenedione 18.84 2.3 ng 56613 4 17.42 492027 20.0
Bromoacetic acid,... 19.14 2.5 ng 62556 4 17.42 492027 20.0
Phenanthrene, 3,6... 19.20 3.3 ng 80787 4 17.42 492027 20.0
Cyclopenta(def)ph... 19.36 2.3 ng 56929 4 17.42 492027 20.0
unknown19.70 19.70 2.1 ng 122657 5 21.69 1138680 20.0
Pyrene, l-methyl- 20.16 2.3 ng 129506 5 21.69 1138680 20.0
11H-Benzo[a]fluor... 21.08 2.2 ng 125179 5 21.69 1138680 20.0
1-Tricosene 21.30 3.7 ng 211674 5 21.69 1138680 20.0
16-Heptadecenal 23.49 23.6 ng 299946 6 24.93 254502 20.0
Hexadecane 26.00 48.2 ng 613341 6 24.93 254502 20.0
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