LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO60815\

Data File : BG017558.D

Acg On : 9 Jun 2015 4:18

Operator : TP/1Z

3?22'6 i 62450-34 AVE-E-NBS13.2(3
ALS Vial : 18 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-BG060315.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 2.738 4 8 15 rVB 63976 76871 6.59% 0.635%
2 4._707 338 343 351 rBvV 21743 32765 2.81% 0.270%
3 5.200 420 427 438 rBVY 421398 606765 52.00% 5.009%
4 6.816 695 702 712 rBV 458978 693971 59.47% 5.729%
5 7.145 750 758 767 rBV 453964 706983 60.59% 5.837%
6 7.603 830 836 843 rvB 99975 152990 13.11% 1.263%
7 7.920 884 890 898 rvB 313492 498069 42.68% 4.112%
8 8.767 1027 1034 1041 rBV 277549 443303 37.99% 3.660%
9 10.394 1305 1311 1318 rBV 128258 225645 19.34% 1.863%
10 12.074 1593 1597 1603 rVB3 8847 14221 1.22% 0.117%
11 12.298 1628 1635 1641 rVB 8791 15687 1.34% 0.130%
12 12.885 1725 1735 1744 rBV 580717 810622 69.47% 6.692%
13 13.091 1761 1770 1776 rBV5 9480 16532 1.42% 0.136%
14 13.590 1850 1855 1859 rBV6 6941 12430 1.07% 0.103%
15 13.731 1873 1879 1889 rBV 36038 62853 5.39% 0.519%
16 14.172 1949 1954 1960 rVB2 11609 15786 1.35% 0.130%
17 14.272 1965 1971 1978 rVV2 198861 297406 25.49% 2.455%
18 14.671 2035 2039 2044 rVB3 9007 12768 1.09% 0.105%
19 15.130 2113 2117 2121 rVB2 15317 19658 1.68% 0.162%
20 15.318 2144 2149 2153 rVB6 10086 15998 1.37% 0.132%
21 15.770 2217 2226 2238 rBV 591043 826890 70.86% 6.826%
22 15.993 2259 2264 2266 rBV2 19254 27146 2.33% 0.224%
23 16.563 2353 2361 2365 rBvV4 7084 15693 1.34% 0.130%
24 16.675 2377 2380 2387 rVB5 8260 13428 1.15% 0.111%
25 16.787 2393 2399 2402 rBV6 11712 18669 1.60% 0.154%

26 17.022 2433 2439 2443 rBV 255775 348126 29.83% 2.874%
27 17.063 2443 2446 2452 rVB 82716 111579 9.56% 0.921%

28 17.157 2458 2462 2466 rVB 21604 33781 2.89% 0.279%
29 17.897 2584 2588 2590 rBV2 16804 16918 1.45% 0.140%
30 17.932 2590 2594 2601 rVB4 60506 115680 9.91% 0.955%
31 18.032 2606 2611 2616 rVV6 9409 16558 1.42% 0.137%
32 18.091 2616 2621 2626 rVVv4 33408 61997 5.31% 0.512%
33 18.132 2626 2628 2633 rVB 13865 13691 1.17% 0.113%
34 18.214 2638 2642 2647 rBV5 9949 16213 1.39% 0.134%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO60815\

Data File : BG017558.D

Acg On : 9 Jun 2015 4:18

Operator : TP/1Z

3?22'6 i 62450-34 AVE-E-NBS13.2(3
ALS Vial : 18 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-BG060315.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.408 2670 2675 2678 rBV2 15974 24586 2.11% 0.203%
36 18.449 2679 2682 2686 rVB5 14570 20189 1.73% 0.167%
37 18.825 2742 2746 2750 rBv4 15312 25512 2.19% 0.211%
38 18.966 2767 2770 2777 rVB7 16463 26210 2.25% 0.216%
39 19.090 2785 2791 2796 rBV 319139 419449 35.95% 3.463%
40 19.190 2805 2808 2811 rBV5 7626 12288 1.05% 0.101%
41 19.360 2833 2837 2841 rVB 76596 92702 7.94% 0.765%
42 19.454 2843 2853 2862 rVV 259394 476063 40.80% 3.930%
43 19.530 2862 2866 2872 rVB2 16267 26152 2.24% 0.216%
44 19.660 2879 2888 2893 rBVY 918311 1166874 100.00% 9.633%
45 19.695 2893 2894 2898 rVB2 16213 15955 1.37% 0.132%
46 19.771 2904 2907 2915 rBV6 21526 54053 4.63% 0.446%
47 19.953 2928 2938 2944 rVB2 59428 109329 9.37% 0.903%
48 20.053 2951 2955 2958 rBVY 49245 63367 5.43% 0.523%
49 20.147 2969 2971 2975 rVB5 18854 20242 1.73% 0.167%
50 20.194 2976 2979 2984 rBV7 13259 20204 1.73% 0.167%
51 20.247 2986 2988 2992 rVB5 11782 12468 1.07% 0.103%
52 20.294 2993 2996 2999 rVB2 14408 19606 1.68% 0.162%
53 20.406 3012 3015 3022 rVB3 69036 86671 7.43% 0.716%
54 20.470 3022 3026 3029 rBV3 30715 37522 3.22% 0.310%
55 20.864 3090 3093 3096 rBV2 24103 31184 2.67% 0.257%
56 20.899 3097 3099 3101 rVV3 28567 29421 2.52% 0.243%
57 20.929 3101 3104 3111 rVB3 106767 165685 14.20% 1.368%
58 21.134 3136 3139 3142 rBV 36028 36655 3.14% 0.303%

59 21.217 3146 3153 3157 rVV2 423161 789461 67.66% 6.517%
60 21.252 3157 3159 3168 rVB 201213 242896 20.82% 2.005%

61 21.369 3176 3179 3184 rBV2 81417 93813 8.04% 0.774%
62 21.798 3249 3252 3262 rVB4 41667 87078 7.46% 0.719%
63 22.774 3412 3418 3424 rBV 188110 485210 41.58% 4_.006%
64 23.255 3495 3500 3507 rVB 113894 196517 16.84% 1.622%
65 23.349 3511 3516 3525 rVB 185454 329549 28.24% 2.721%

66 23.449 3527 3533 3538 rBvV 194183 354578 30.39% 2.927%
67 25.711 3914 3918 3927 rVB4 69480 173899 14.90% 1.436%

Sum of corrected areas: 12113080
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG0O60815\

Data File : BG017558.D

Acg On : 9 Jun 2015 4:18

Operator : TP/1Z

ﬁ?ggle i 62450-34 AVE-E-NBS13.2(3
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017558.D

800000

600000

6.82
520 7.14

400000
7.92

200000 1039
74 7.60

4.71

OSSR SN | CHSUNSIOUHSS PRSIV | GO | GRS | WO A B | (R | U —

T T
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG017558.D

19,66
800000
600000 12.89 15.77

400000

200000

04
Time-->
Abundance TIC: BG017558.D

800000

600000

21.22

400000

200000

L

Time--> 21.00 21.50 22.00 2250 23.00 2350 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\BG0O60815\

Data File : BG017558.D

Acg On : 9 Jun 2015 4:18

Operator : TP/1Z

ﬁ?ggle i 62450-34 AVE-E-NBS13.2(3
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.74 10.05 ng 76871 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 16
3 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Silane, trimethyl[2-methylene-1-_.._. 194 C12H22Si 097778-15-9 9

Abundance Scan 8 (2.738 min): BG017558.D (-4) (-) m/z 73.10 100.00%
7B
sooo{ 43
87
2.80 2.90 3.00 3.10 3.20
ol > 149 193207 283 | "mjz 43.05  49.95%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 LN UL USRI RAREE
43 2.80 2.90 3.00 3.10 3.20
87 m/z 87.10 27.78%
0,”.w.”.%.”,”.w.”.“.”,”...”...” e —
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 24 _48%
o 57 | gr101116
mmﬂmwwmmwm
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #811: 1-Propene-1-thiol
78 2.80 2.90 3.00 3.10 3.20
m/z 41.00 18.50%
5000
45
0 H‘ 59 \‘\
miz-> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 280 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG0O60815\

Data File : BG017558.D

Acg On : 9 Jun 2015 4:18

Operator : TP/1Z

ﬁ?ggle i 62450-34 AVE-E-NBS13.2(3
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.71 4.28 ng 32765 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 344 (4.712 min): BG017558.D (-338) (-) m/z 42.95 100.00%
a3
5000
ot 440 460 480 500
421 : : : :
o,...'.-,~~'...-.-,|....,....,....,....,....,....,..~..,...4.9f3. m/z 59.00 52.35%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 et

4.40 4.60 4.80 5.00
m/z 101.00 19.69%

15 101
0 ‘ Y )
L o o B N LA e o o e O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
e 7 S —
4.40 4.60 4.80 5.00
5000 m/z 41.00 11.53%
101
15
69
O e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28752: 2-Nonanone, 9-hydroxy-
43 4.40 4.60 4.80 5.00
m/z 58.00 10.04%
5000
71
0,...,.WJ?T”..,..”,....,”..,..”,....“...,..”,.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060815\
Data File : BG017558.D

Acq On 9 Jun 2015 4:18

Operator : TP/1Z

Sample : G2450-34

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 3 unknown7.14 Concentration Rank 1

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

7.14 92.42 ng 706983 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 27
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 757 (7.139 min): BG017558.D (-750) (-) m/z 132.00 100.00%
5000 68
Ml T g, %108 6.80 7.00 7.20 7.40
01 m/z 68.00 41_.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 N S S R
69 6.80 7.00 7.20 7.40
57 76 m/z 66.00 37 .99%
“ ‘ 89 103
0 |||||||||||||||||ml‘||‘|‘|‘|‘|=||‘|‘||||||‘|lluu||‘||||‘|||‘l‘||||1|1|5||||||| |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40
5000 m/z 134.00 31.96%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14012: 1H-Benzimidazole, 2-methyl- T
132 6.80 7.00 7.20 7.40
m/z 69.10 22 .55%
5000
63
5 27 32 7 2%
o] e WSS |G S | MSP FHSNE L AU | A SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG0O60815\

Data File : BG017558.D

Acg On : 9 Jun 2015 4:18

Operator : TP/1Z

ﬁ?ggle i 62450-34 AVE-E-NBS13.2(3
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 5
R.T. EstConc Area Relative to ISTD R.T.
17.93 6.65 ng 115680 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
2 Tridecanoic acid 214 C13H2602 000638-53-9 58
3 n-Decanoic acid 172 C10H2002 000334-48-5 43
4 Tetradecanoic acid 228 C14H2802 000544-63-8 35
5 Heptanoic acid 130 C7H1402 000111-14-8 27
Abundance Scan 2594 (17.932 min): BG017558.D (-2590) (-) m/z 41.00 100.00%
5000
17.60 17.80 18.00 18.20
o} m/z 73.00 91.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000
17.60 17.80 18.00 18.20
m/z 60.00 85.43%
. HmHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
60 73
43 17.60 17.80 18.00 18.20
5000 m/z 43.00 83.06%
129
29 87 115 171185 214
o - W 0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37193: n-Decanoic acid I Es m e aan B L
60 73 17.60 17.80 18.00 18.20
m/z 55.00 75.46%
41
5000 129
2
143
OIIIIIJIIUI‘”H‘\‘ h Ih\ \\ |||‘||‘||:|I-|57|]|-??||||||||||||||||||| T —T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG0O60815\

Data File : BG017558.D

Acg On : 9 Jun 2015 4:18

Operator : TP/1Z

ﬁ?ggle i 62450-34 AVE-E-NBS13.2(3
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

18.09 3.56 ng 61997 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4Cl1202 000090-60-8 74
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 49
3 3,4-Methylenedioxycinnamic acid 192 C10H804 002373-80-0 25
4 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 15
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 15

Abundance Scan 2621 (18.091 min): BG017558.D (-2616) (-) m/z 190.05 100.00%

140

5000
208222 247 17.80 18.00 18.20 18.40
0 m/z 189.10 98.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49487: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190
5000

17.80 18.00 18.20 18.40
m/z 192.10 66.65%

Ot BREEEEnEEEsnanas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
190
17.80 18.00 18.20 18.40
5000 m/z 191.05 52.81%
94
0 39 63 8l | 110123137150163
L LI I o o B o R  RAARsmam )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50107: 3,4-Methylenedioxycinnamic acid
192 17.80 18.00 18.20 18.40
m/z 187.00 23.63%
5000
107
H 145 175
I \‘ U0 S L T N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG0O60815\

Data File : BG017558.D

Acg On : 9 Jun 2015 4:18

Operator : TP/1Z

ﬁ?ggle i 62450-34 AVE-E-NBS13.2(3
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 Hexadecanoic acid, butyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.36 2.35 ng 92702 Chrysene-d12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 94
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 60
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 42
4 Pentanoic acid, 4-oxo- 116 C5H803 000123-76-2 38
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 30

Abundance Scan 2837 (19.360 min): BG017558.D (-2833) (-) m/z 56.10 100.00%
5p
5000 257
129 239
3 | l} l 158 185 213 | og3 312 19.00 19.20 19.40 19.60
O prrreble A b L i bty b S0 b Tm/z 57.10  82.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 UM RLAR BN UL &
10.00 19.20 19.40 19.60
29 257 m/z 41.05 70.65%
239
0 1l h H \M ]I\(\)luh ‘ 157 185 213 ‘ \‘ 283 312
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
19.00 19.20 19.40 19.60
5000 m/z 43.05 68.73%
29 73
o 97113 157 185 213 239257 55 ap
KRR KA RSN AR RS SN LA LAY LARAN MARAN LARA RARAN KN LARAN AMASRALAN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester A B e R
57 19.00 19.20 19.40 19.60
m/z 55.00 56.24%
5000 4 -
257
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 360 ' 10.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG0O60815\

Data File : BG017558.D

Acg On : 9 Jun 2015 4:18

Operator : TP/1Z

ﬁ?ggle i 62450-34 AVE-E-NBS13.2(3
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.95 2.77 ng 109329 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, l-methyl- 216 C17H12 002381-21-7 94
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
Abundance Scan 2937 (19.948 min): BG017558.D (-2928) (-) m/z 216.10 100.00%
216
5000
43 g 86207 134 16 10 19.60 19.80 20.00 20.20
ol p @ d 232205 Ll 298 285 870 431 h/5215.05  80.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #67023: Pyrene, 1-methyl-
216
5000
19.60 19.80 20.00 20.20
m/z 217.10 18.67%
95 189
14 39 63 | 122 163 | |
m/z--> 50 100 150 200 250 300 350 400
Abundance
216
19.60 19.80 20.00 20.20
5000 m/z 213.10 16.39%
108
o 51 81 139163 189
m/z--> 50 100 150 200 250 300 350 400
Abundance #67035: 11H-Benzo[a]fluorene
216 19.60 19.80 20.00 20.20
m/z 189.05 11.61%
5000
108
oL 4163 87 | 163189
m/z--> 50 100 150 200 250 300 350 400 19,60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060815\
Data File : BG017558.D

Acq On 9 Jun 2015 4:18

Operator : TP/1Z

Sample : G2450-34

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 13

Peak Number

R.T. EstConc Area Relative to ISTD R.T.
20.41 2.20 ng 86671 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

9 Octadecanoic acid, butyl ester

1 Octadecanoic acid, butyl ester

340 C22H4402
2 Octadecanoic acid, 2-methylpropy... 340 C22H4402

3 1-Hexanol 102 C6H140
4 2-Methyl-n-1-tridecene 196 C14H28
5 1-Hexene, 5-methyl- 98 C7H14

000123-95-5 94
000646-13-9 93
000111-27-3 35
018094-01-4 30
003524-73-0 30

Abundance Scan 3016 (20.412 min): BG017558.D (-3012) (-)
56
5000
. 157 189 230 % 340

m/z--> 0 50 100 150 200 250 300 350 400

496

500

m/z 56.05 100.00%

20.00 20.20 20.40 20.60 20.80

m/z 57.00 67 .37%

T T T T I
20.00 20.20 20.40 20.60 20.80

m/z 41.00 66 .53%

20.00 20.20 20.40 20.60 20.80

Abundance #137336: Octadecanoic acid, butyl ester
56
5000
2 129
85 285
185
Obrd bl | 357 218240 | 311840
m/z--> 0 50 100 150 200 250 300 350 400 500
Abundance
57
5000
29 285
83 129
o 157185213241 310 340
T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 500
Abundance #4312: 1-Hexanol
56
5000 st
N 84
0 “.\ | ' L
A e
m/z--> 0 50 100 150 200 250 300 350 400 500

m/z 43.00 54 .36%

20.00 20.20 20.40 20.60 20.80

m/z 285.30 46.09%

20.00 20.20 20.40 20.60 20.80

8270-BG060315.M Tue Jun 09 12:00:46 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG0O60815\

Data File : BG017558.D

Acg On : 9 Jun 2015 4:18

Operator : TP/1Z

ﬁ?ggle i 62450-34 AVE-E-NBS13.2(3
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 1-Tricosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.93 4.20 ng 165685 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 64
2 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 64
3 1-Docosene 308 C22H44 001599-67-3 58
4 1-Hexacosanol 382 C26H540 000506-52-5 58
5 Cycloeicosane 280 C20H40 000296-56-0 58
Abundance Scan 3104 (20.929 min): BG017558.D (-3101) (-) m/z 43.05 100.00%
48
5000 89 o7

20.60 20.80 21.00 21.20

125147168 197 250 285 322 352375 423
ol m/z 57.10 85.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129061: 1-Tricosene
57
5000 LA L L L L L L LB LB |
111 20.60 20.80 21.00 21.20
29 m/z 55.05 81.23%
e ,.. T
m/z--> 50 O 250 300 350 400
Abundance
43
a3 T T
20.60 20.80 21.00 21.20
5000 m/z 41.10 64 .52%
111

139 167 194 224 254

L0 e L o I L o e L o o e o o
m/z--> 5IO lCI)O léO 2CI)O 250 3CI)O 35IO 4CI)O
Abundance #121981: 1-Docosene A REEE R
5 20.60 20.80 21.00 21.20
m/z 69.00 47.88%
97
5000
29
Fzs
AENEY § N0 U S N Lttt
m/z--> 50 lCI)O léO 2CI)O ZéO 3CI)O 35IO 4(I)O 20. 60 20 80 21. 00 21. 20 I
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG0O60815\

Data File : BG017558.D

Acg On : 9 Jun 2015 4:18

Operator : TP/1Z

ﬁ?ggle i 62450-34 AVE-E-NBS13.2(3
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Benzo[c]phenanthrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.37 2.38 ng 93813 Chrysene-di2 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[c]phenanthrene 228 C18H12 000195-19-7 55
2 Anthacene, 1,2,3,4,6,7,8,9-octah... 228 C17H24 1000214-19-9 30
3 Benzo[b]naphtho[e](1-oxoindano)[... 358 C27H180 1000193-97-9 30
4 Triphenylene 228 C18H12 000217-59-4 30
5 Chrysene 228 C18H12 000218-01-9 27
Abundance Scan 3179 (21.369 min): BG017558.D (-3176) (-) m/z 228.10 100.00%
43
5000

21.00 21.20 21.40 21.60

140 169 19

272 302 337 371 497

0! m/z 227.05 88.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75262: Benzo[c]phenanthrene
228
5000
21.00 21.20 21.40 21.60
113 m/z 226.10 64 .68%

18 44 87, | 150175200 |
e B o A PR S e o

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
43
228
21.00 21.20 21.40 21.60
5000 m/z 43.10 55.01%
71 115 143 171 199
(o MRS NP AT S O U A 5 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #144343: Benzo[b]naphtho[e](1-oxoindano)[2,3-h]bicylo[2.2.... N B o
28 21.00 21.20 21.40 21.60
m/z 57.05 49 _.30%
5000
43 76102130 163 202 274 302327 358
T T e T T N B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG0O60815\

Data File : BG017558.D

Acg On : 9 Jun 2015 4:18

Operator : TP/1Z

ﬁ?ggle i 62450-34 AVE-E-NBS13.2(3
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 3-Methyl-4-(methoxycarbonyl... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.80 2.21 ng 87078 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1000104-10-8 86
2 1-Trifluorosilyltridecane 268 C13H27F3Si 1000217-08-2 62
3 Undecane 156 C11H24 001120-21-4 62
4 Hexadecane, 1-chloro- 260 C16H33ClI 004860-03-1 62
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 58

Abundance Scan 3252 (21.798 min): BG017558.D (-3249) (-) m/z 43.10 100.00%
43
5000 71
110 136159 195 224 268 300323 360 405 444 21.4‘:0I I2;I.6IOI I2;I.8IOI I2I20IOI I2I22IOI
0 ”.',rljn” m/z 57.10 85.78%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #45954: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid
57
81
125 g
5000 LRI DI SO SN B
152 21.40 21.60 21.80 22.00 22.20
h m/z 71.10 46.37%
0""l""l""'l"' S SR
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
21.40 21.60 21.80 22.00 22.20
5000 71 m/z 55.00 38.35%
. 99 127 155 193 005 268
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #27117: Undecane L A B
57 21.40 21.60 21.80 22.00 22.20
m/z 41.00 32.32%
5000
85
29
113 156
0 'ﬂtlhh"ﬁ””'|“"'|'”'|""|'”'|""|”"|" LRI DI SO SN B
mz-> 0 50 100 150 200 250 300 350 400 450 21.40 21.60 21.80 22.00 22.20

8270-BG060315.M Tue Jun 09 12:00:49 2015
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO60815\

Data File : BG017558.D

Acg On : 9 Jun 2015 4:18

Operator : TP/1Z

3?22'6 i 62450-34 AVE-E-NBS13.2(3
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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]
Butane, 2-methoxy... 2.74 10.1 ng 76871 1 7.60 152990 20.0
2-Pentanone, 4-hy... 4.71 4.3 ng 32765 1 7.60 152990 20.0
unknown7 .14 7.14 92.4 ng 706983 1 7.60 152990 20.0
n-Hexadecanoic acid 17.93 6.7 ng 115680 4 17.02 348126 20.0
Benzaldehyde, 3,5... 18.09 3.6 ng 61997 4 17.02 348126 20.0
Hexadecanoic acid... 19.36 2.4 ng 92702 5 21.22 789461 20.0
Pyrene, l-methyl- 19.95 2.8 ng 109329 5 21.22 789461 20.0
Octadecanoic acid... 20.41 2.2 ng 86671 5 21.22 789461 20.0
1-Tricosene 20.93 4.2 ng 165685 5 21.22 789461 20.0
Benzo[c]phenanthrene 21.37 2.4 ng 93813 5 21.22 789461 20.0
3-Methyl-4-(metho... 21.80 2.2 ng 87078 5 21.22 789461 20.0
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