LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample - G1791-08

Misc :

ALS Vial : 30 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-BG040615.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 2.772 8 14 19 rBvV 122232 261914 6.35% 0.723%
2 2.855 24 28 38 rvB 136461 212091 5.14% 0.585%
3 4.794 351 358 366 rBvY 221211 319218 7.74% 0.881%
4 5.264 432 438 451 rBV 1830540 2610077 63.27% 7.200%
5 6.862 702 710 723 rBV 1860135 2886953 69.99% 7.964%
6 7.214 762 770 778 rBvV 1818884 2866018 69.48% 7.907%
7 7.590 826 834 839 rBV3 21833 41320 1.00% 0.114%
8 7.673 842 848 856 rVvvV 346737 532593 12.91% 1.469%
9 7.996 896 903 912 rVvB 1250511 1958293 47.47% 5.402%
10 8.830 1038 1045 1058 rBV 1023885 1660149 40.25%  4.580%

11 10.458 1315 1322 1333 rVB 480275 814183 19.74% 2.246%
12 11.780 1542 1547 1557 rVB 121065 185530 4 _50% 0.512%
13 12.855 1725 1730 1735 rBV 28344 41449 1.00% 0.114%
14 12.937 1736 1744 1752 rBV 2259187 3289125 79.74% 9.074%
15 13.213 1786 1791 1798 rBV2 70918 120319 2.92% 0.332%

16 13.771 1882 1886 1896 rVB 259251 428654 10.39% 1.183%
17 14.318 1968 1979 1991 rBV2 696630 1111403 26.94% 3.066%

18 14.523 2008 2014 2017 rBV2 27066 48909 1.19% 0.135%
19 14.588 2021 2025 2030 rVB3 27863 49658 1.20% 0.137%
20 15.440 2166 2170 2176 rVB 67722 78895 1.91% 0.218%
21 15.575 2188 2193 2199 rVB2 61300 89005 2.16% 0.246%

22 15.675 2205 2210 2218 rVB 679223 970080 23.52% 2.676%
23 15.804 2226 2232 2240 rBV 1618327 2275448 55.16% 6.277%
24 15.886 2244 2246 2254 rVB6 27633 57414 1.39% 0.158%
25 16.051 2267 2274 2280 rBV 126367 201295 4._.88% 0.555%

26 16.304 2313 2317 2321 rVB 43270 59863 1.45% 0.165%
27 16.392 2325 2332 2337 rBV 196362 327635 7.94% 0.904%
28 16.468 2343 2345 2352 rVB 51945 63625 1.54% 0.176%
29 16.874 2409 2414 2417 rBV 64076 95364 2.31% 0.263%

30 16.909 2417 2420 2425 rVB 86535 100632 2.44% 0.278%

31 17.015 2435 2438 2440 rBV 56449 68501 1.66% 0.189%
32 17.056 2440 2445 2451 rVB2 901874 1211681 29.37% 3.343%
33 17.320 2485 2490 2495 rBV 194181 310150 7.52% 0.856%
34 17.485 2513 2518 2520 rBV4 36181 62221 1.51% 0.172%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample - G1791-08

Misc :

ALS Vial : 30 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-BG040615.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.955 2594 2598 2608 rBV 168731 233737 5.67% 0.645%

36 18.812 2741 2744 2746 rBV 87510 105095 2.55% 0.290%

37 18.842 2746 2749 2750 rVvVv 51236 50609 1.23% 0.140%
38 19.047 2780 2784 2789 rBv4 32947 62673 1.52% 0.173%
39 19.136 2790 2799 2803 rVB3 149982 231899 5.62% 0.640%
40 19.235 2812 2816 2819 rBV2 60546 80707 1.96% 0.223%

41 19.382 2837 2841 2850 rVB 401988 433569 10.51% 1.196%
42 19.465 2851 2855 2858 rVv2 68453 83612 2.03% 0.231%
43 19.500 2858 2861 2867 rVB 108278 126802 3.07% 0.350%
44 19.688 2887 2893 2899 rBV 3234652 4124986 100.00% 11.380%
45 19.993 2942 2945 2950 rVB 69810 87142 2.11% 0.240%

46 20.123 2964 2967 2972 rVB2 45897 62488 1.51% 0.172%
47 20.322 2997 3001 3005 rBV 131837 150048 3.64% 0.414%
48 20.428 3015 3019 3023 rBVY 299353 322683 7.82% 0.890%
49 20.487 3026 3029 3033 rVVv 107703 137306 3.33% 0.379%
50 20.522 3033 3035 3040 rVB 53557 60448 1.47% 0.167%

51 20.945 3103 3107 3117 rVB2 389076 532741 12.91% 1.470%
52 21.151 3138 3142 3146 rBV 85531 97983 2.38% 0.270%
53 21.233 3151 3156 3165 rVB 1066568 1324959 32.12% 3.655%
54 21.380 3177 3181 3187 rVB 163592 187072 4._.54% 0.516%
55 21.809 3251 3254 3262 rBV 128692 167122 4._.05% 0.461%

56 22.273 3329 3333 3340 rVB 120947 157964 3.83% 0.436%
57 22.773 3414 3418 3423 rBV 96286 136150 3.30% 0.376%
58 23.342 3510 3515 3522 rBV3 65980 117827 2.86% 0.325%
59 23.466 3529 3536 3544 rBV2 678553 1238769 30.03% 3.417%
60 23.989 3621 3625 3631 rVB3 48187 89368 2.17% 0.247%

61 24.735 3749 3752 3759 rVB5 34669 72333 1.75% 0.200%
62 25.722 3914 3920 3938 rVB5 65349 212500 5.15% 0.586%
63 26.533 4052 4058 4071 rVB5 51850 150311 3.64% 0.415%

Sum of corrected areas: 36248568
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG016390.D
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1000000
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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: BG016390.D
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3000000
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2000000
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1500000
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13.77
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Abundance TIC: BG016390.D

3000000

2500000

2000000

1500000

21.23

1000000
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0 A aNU
T T T T T T T T T T T T e T T T T T e T
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

2.85 7.96 ng 212091 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 27 (2.849 min): BG016390.D (-24) (-) m/z 73.10 100.00%
7B
5000
43 - 87
| 2.80 2.90 3.00 3.10 3.20 3.30
e e A T Tm/z 43.10 29.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
43 2.80 2.90 3.00 3.10 3.20 3.30
55 87 m/z 87.10 23.27%
il
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
73
2.80 2.90 3.00 3.10 3.20 3.30
5000 m/z 55.10 20.25%
45
29
59 101
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #1852: Acetamide, N-ethyl-
30 2.80 2.90 3.00 3.10 3.20 3.30
m/z 71.10 11.64%
5000 43 87
15 72
'"'ww"m"ﬁg'l'w"w"'w"'w"'w"'w"'w"”
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.79 11.99 ng 319218 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 25
3 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 357 (4.788 min): BG016390.D (-351) (-) m/z 43.10 100.00%
a3
59
5000
101
4.40 4.60 4.80 5.00 5.20
73 83
...,....,....,....-,'.-...?.1.:];....,.'...,.~...,...:,....,....,....,...., m/z 59.10 66.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 NS SRS SRR RS
4.40 4.60 4.80 5.00 5.20
59 101 m/z 101.10 28.52%
27 36, 51 H 67 7683 91 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
31 440 460 480 500 520
5000 m/z 58.10 17.81%
41
50 66 73 87 097 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13836: 1,3-Dioxolane-2-methanol, 2,4-dimethyl- LB L B B
43 4.40 4.60 4.80 5.00 5.20
m/z 41.10 8.43%
5000
101
31 58
et 80 1 65 73 80 87 | 17 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 4 unknown7.21 Concentration Rank 1

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

7.21 107.63 ng 2866020 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 769 (7.208 min): BG016390.D (-762) (-) m/z 132.00 100.00%
32
5000 68
96 0 700 o0 7 7 RO
40 54 75 103 6.80 7.00 7.20 7.40 7.60
8 2l e LIR ws M Tn/z 68.10  40.17%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SAAASRARSSRARSS RERRA RS
6.80 7.00 7.20 7.40 7.60
0,
31384451 78 m/z 134.00 33.38%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 24.14%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14019: 1-Methylpyrrolo[1,2-a]pyrazine e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 15.40%
5000
104
51 65 78
'"'I"'a?""iu"'l'ﬁl'l"JMI'"'?%"'I'J"I'}}7I""It" T ISR S U L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 Ethanol, 1-methoxy-, benzoate Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.78 4.56 ng 185530 Naphthalene-d8 10.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 1-methoxy-, benzoate 180 C10H1203 051835-44-0 50
2 Propanedioic acid, (benzoylhydra... 282 C12H14N206 1000142-99-9 23
3 2-Butanol, 1-mercapto- 106 C4H100S 025807-94-7 9
4 Acetic acid, chloro-, methyl ester 108 C3H5CI02 000096-34-4 9
5 3-Ethoxy-2-bromo-1-propanol 182 C5H11Br02 133532-45-3 9

Abundance Scan 1547 (11.780 min): BG016390.D (-1542) (-) m/z 59.10 100.00%
59
5000
77 105
43 ‘ 11.40 11,60 11,80 12.00
S N R, .S | 19 133 148 164 | "m/z 105.05 29.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42218: Ethanol, 1-methoxy-, benzoate
59
5000 LN FURURE SN R
75 105 11.40 11.60 11.80 12.00
m/z 77.10 26.82%
43
Lo ‘\ 121 149 165 180
mz-> 20 40 60 80 100 120 140 160 180
Abundance
59 77 105
11.40 11,60 11,80 12.00
5000 m/z 106.10 23.19%
45 136
118 146
mz-> 20 40 60 80 100 120 140 160 180
Abundance #4870: 2-Butanol, 1-mercapto- R mEa i B
1 59 11.40 11.60 11.80 12.00
m/z 51.05 11.69%
41
5000 88
Q 7 106
| H\ T N N W
m/z--> 20 40 60 80 100 120 140 160 180 11.40 11.60 11.80 12.00

8270-BG040615.M Tue Apr 14 15:33:04 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.68 17.46 ng 970080 Acenaphthene-d10 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene 182 C12H10N2 000103-33-3 64
3 2,2-Diphenyl-2-hydroxyacetic acid 228 C14H1203 000076-93-7 50
4 _.alpha.,.alpha.-Dichloroacetophe... 188 C8H6CI20 002648-61-5 43
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 43
Abundance Scan 2211 (15.681 min): BG016390.D (-2205) (-) m/z 105.10 100.00%
105
77
5000 182
o 15.40 15,60 15.80 16.00
152 : : : :
O, I 03 . 89 ) 126130 R7165 o 207 . m/z 77.05 59.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44109: Benzophenone
105
" 182
5000 L B S IR U
15.40 15.60 15.80 16.00
51 m/z 182.10  47.72%
2739 | 63 | 89 | 126139152165 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
77
182 15.40 15,60 15.80 16.00
5000 m/z 51.05 18.42%
51 105
273 | 64 | 91 | 116128 %2
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74974: 2,2- Dlphenyl 2-hydroxyacetic acid R EREanEEREETE IR
105 183 15.40 15.60 15.80 16.00
77 m/z 106.10 8.36%
5000
51 165
2739 | 63 | o1 | 1271391527 | 194 210 208
m/z--> 20 45 60 80 100 120 140 1éo 180 200 220 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

16.05 3.32 ng 201295 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 91
2 Dodecane, 2-methyl-8-propyl- 226 C16H34 055045-07-3 90
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 72
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 2274 (16.051 min): BG016390.D (-2267) (-) m/z 57.10 100.00%

g7

5000

-

15.80 16.00 16.20 16.40
m/z 71.10 84.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99493: Pentadecane, 2,6,10,14-tetramethyl-
57
5000 LA I L B L L L LB
4 15. 80 16. OO 16. 20 16. 40

113 183 m/z 43.10 48 .25%
Il w i H 1139155 J 199 225 253269

‘ 1
|||||||||||||| T T |||| RN R R R RN RN LR RN RN LR

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

57

%

41 15.80 16.00 16.20 16.40
5000 m/z 85.10 32.27%

85

141 167 210226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73971: Tridecane, 5-propyl- AR s amu et S
57 15.80 16.00 16.20 16.40

m/z 41.10 20.18%

5000{ 4

i h 141 183 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 80 16. 00 16. 20 16. 40

‘ 112
‘ I ‘
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 2-Propenoic acid, (1-methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.39 5.41 ng 327635 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid, (1-methyl-1,2-... 300 C15H2406 042978-66-5 72
2 Caprolactam 113 C6H11NO 000105-60-2 9
3 1-Methylcyclopropanecarboxylic a... 114 C6H1002 006206-25-3 9
4 Propanedioic acid, 2-propenyl-, ... 172 C8H1204 040637-56-7 9
5 4,6-Nonanedione 156 C9H1602 014090-88-1 9

Abundance Scan 2332 (16.392 min): BG016390.D (-2325) (-) m/z 113.10 100.00%

113
55
5000

a1 16. 00 16. 20 16. 40 16 60 16. 80
73 135 157
O b e b e 80 207 "m/z 55.10 67.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #117414: 2-Propenoic acid, (1-methyl-1,2-ethanediyl)bis[ox...
113
55

16.00 16.20 16.40 16.60 16.80
m/z 114.10 6.87%

15 27 41 | 73 87 99 | 127 143 157 171 185 199 215 228
e L R
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55 113
30
85

16.00 16.20 16.40 16.60 16.80

5000 a2 m/z 41.10 5.49%
18 67
97
I L o e o e e R REEEE mEEE s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7135: 1-Methylcyclopropanecarboxylic acid, methyl ester I o o o o I
55 16. 00 16. 20 16. 40 16 60 16. 80

m/z 43.10 3.24%

5000
39 83
113
99
71 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 16. 00 16. 20 16. 40 16 60 16. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 unknownl7.32 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.32 5.12 ng 310150 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid, (1-methyl-1,2-__.. 300 C15H2406 042978-66-5 59
2 Ethosuximide 141 C7H11NO2 000077-67-8 40
3 2,4-Imidazolidinedione, 5-ethyl-._._. 142 C6H10N202 005394-36-5 28
4 Cyclohexanone, 2-ethyl-, oxime 141 C8H15NO 086823-11-2 9
5 Pyrimidine, 2-fluoro-4-amino- 113 C4H4FN3 096548-91-3 9
Abundance Scan 2490 (17.320 min): BG016390.D (-2485) (-) m/z 113.05 100.00%
113
55
5000
41 69 1 17.00 17.20 17.40 17.60
85 : : : :
b b 83000 | 127 | a8717iass 00 AR 0T 7 o3
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #117414: 2-Propenoic acid, (1-methyl-1,2-ethanediyl)bis[ox...
113
55
5000 L R I B RS
17.00 17.20 17.40 17.60
m/z 141.10 16.47%
15 27 41 | 73 87 99 | 127 143 157 171 185 199 215 228
miz--> 20 45 eb 80 100 120 140 160 180 200 220
Abundance
113
55
17.00 17.20 17.40 17.60
5000 70 m/z 69.10 13.28%
42
27
15 85 o8 126 141
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18631: 2,4-Imidazolidinedione, 5-ethyl-5-methyl- A REmE R
113 17.00 17.20 17.40 17.60
m/z 114.10 7.47%
5000 4
15 28 % 71 g4 gg | 127 142
miz--> 20 45 60 80 100 150 140 160 180 200 220 17.00 17.20 17.40 17.60

8270-BG040615.M Tue Apr 14 15:33:07 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.95 3.86 ng 233737 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2597 (17.949 min): BG016390.D (-2594) (-) m/z 73.05 100.00%
6073
43
5000
129
o7 213 256 AR BN SUGRA UL B
115 1 143157171185 1017 - 17.60 17.80 18.00 18.20
S| m/z 60.05  79.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 S DU IR B
129 ﬂmﬂmmmmm
. 213 m/z 57.10 68.73%
185
||||||||||||| IHH‘ MH |‘H‘||“|‘||]|-4|.3|||||||| |||]:99|||‘|2|2|7|?49||| —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.|60 17.I80 18.|00 18.|20 '
5000 29 m/z 55.10 63.61%
129
87 115 171 214
101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid N B o
60 73 17.60 17.80 18.00 18.20
43 m/z 43.10 63.10%
5000 129
. 185 228
9 115 | 143 171
,”..,....“..T Lyl 157171 | 199515

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\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Bis(2-ethylhexyl) maleate Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
19.14 3.83 ng 231899 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethylhexyl) maleate 340 C20H3604 000142-16-5 86
2 dI-2-Ethylhexyl chloroformate 192 C9H17CI02 024468-13-1 38
3 Diisooctyl maleate 340 C20H3604 001330-76-3 38
4 2-Butenedioic acid (E)-, bis(2-e... 340 C20H3604 000141-02-6 35
5 1-Decene, 3,4-dimethyl- 168 C12H24 050871-03-9 35

Abundance Scan 2800 (19.141 min): BG016390.D (-2790) (-) m/z 117.00 100.00%
57 117
100
5000
M 83 R A e
3 18.80 19.00 19.20 19.40
— ,l|. b || | .'|. 10 IO 9@ 8 m/z 57.10 82.55%
m/z--> 50 100 150 200 250 300
Abundance #137211: Bis(2-ethylhexyl) maleate
57 117
5000 100 AR BN B
29 18.80 19.00 19.20 19.40
m/z 71.10 61.59%
12 ‘L‘ Ll H\ ‘ I 139 167185 212229 207 3m
m/z--> 50 100 150 200 250 300 '
Abundance
57 112
18:80 19.00 19.20 19.40
5000 a3 m/z 100.00 54 .66%
129 149 192
m/z--> 50 100 150 200 250 300 '
Abundance #137210: Diisooctyl maleate
7 117 18.80 19.00 19.20 19.40
m/z 70.05 51.34%
100
5000
29 83
12 | Al 140 167185 211229 283 311 340
m/z--> 50 100 150 200 250 300 ' 18.80 19.00 19,20 19.40

8270-BG040615.M Tue Apr 14 15:33:08 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 Hexadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.38 6.54 ng 433569 Chrysene-d12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 98
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 95
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 93
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 38

Abundance Scan 2841 (19.382 min): BG016390.D (-2837) (-) m/z 56.10 100.00%
56
5000
M 239257
83101 J 19.00 19.20 19.40 19.60
3 157 185 213 312 : : . :
—— ,HM-“ Aol 80 T 2P L 288 S12 855 o 87,10 50.40%
m/z--> 50 100 150 200 250 300 350
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 UM AN RN UL
19.00 19.20 19.40 19.60
29 129 257 m/z 43.10 33.79%
L %0 P sy 185 213 2T g a1
m/z--> 50 100 150 200 250 300 350
Abundance
56
19.00 19.20 19.40 19.60
5000 m/z 55.10 29.56%
29
129
8101 157 185 213 239%%7 551 310
m/z--> 50 100 150 200 250 300 350
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester B e
57 19.00 19.20 19.40 19.60
m/z 41.10 29.51%
5000
239
29 e 257
Ry 1p” 1s7 185 213 “ | 282 312
m/z--> 50 100 150 200 250 300 350 10.00 19,20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 Octadecanoic acid, butyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.43 4.87 ng 322683 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 93
2 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 90
3 n-Butyl myristate 284 C18H3602 000110-36-1 58
4 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 32

5 Cyclohexane, (1,1-dimethylethyl)- 140 C10H20 003178-22-1 30
Abundance Scan 3019 (20.428 min): BG016390.D (-3015) (-) m/z 56.10 100.00%
56
5000
73 129 285 «A~WM,~__AMJLAm--~_~_w
3 " o7 157 185 o 241 267 340 20.20 20.40 20.60 20.80
el m/z 57.10 55.82%
m/z--> 50 100 150 200 250 300
Abundance #137334: Octadecanoic acid, butyl ester
5000 285 LA L L L L I
73 340 20.20 20.40 20.60 20.80
29‘ ‘ o 129 267 m/z 43.10 39.22%
7 185 241
: ‘H. ‘.H \M u‘l“ IHM‘I ‘h‘ll 1 ‘h. “. - :IL5'7 — | : |2|13| : I\ L .M. |3:.L1. : I\ T
m/z--> 50 100 150 200 250 300
Abundance
57
 EEEE R e
20.20 20.40 20.60 20.80
5000 m/z 55.10 31.68%
29 267285
83 129
111 157 185 213 241 310 340
ey e e e e
m/z--> 50 100 150 200 250 300
Abundance #108844: n-Butyl myristate L e B .
56 20.20 20.40 20.60 20.80
m/z 41.10 30.17%
5000 299
72 101 29 284
ol e T [ e T e W e
m/z--> 50 100 150 200 250 300 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 15 1-Octadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.95 8.04 ng 532741 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 93
2 1-Heptadecene 238 C17H34 006765-39-5 92
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 89
5 1-Docosene 308 C22H44 001599-67-3 89

Abundance Scan 3108 (20.951 min): BG016390.D (-3103) (-) m/z 57.10 100.00%

g7
83
5000
111

20.60 20.80 21.00 21.20
3 } 139 168 196
o I h73" 108 196 238 280 808 852 nsn 4310 69.17%

m/z--> 50 100 150 200 250 300 350
Abundance #100812: 1-Octadecanol

N
w
0
w
%

5000 R
1 20.60 20.80 21.00 21.20

m/z 71.10 66 .55%

18 H | \‘ \6 b ‘ \H\ ‘\ \L 139 Il 1?8 196 2%4 2?2
L o e B S A B B T
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
B o e
20.60 20.80 21.00 21.20
5000 m/z 83.10 58.47%
29 111
140 168 210 238
T e T T e T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #93396: Ethanol, 2-(tetradecyloxy)- L L Ll B
5 20.60 20.80 21.00 21.20
m/z 69.10 50.54%
83
5000
29 { 111
139 168 196
b ‘H o S A E e ——
m/z--> 50 100 150 200 250 300 350 20 60 20. 80 21. 00 21 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.38 2.82 ng 187072 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Eicosane 282 C20H42 000112-95-8 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3181 (21.380 min): BG016390.D (-3177) (-) m/z 57.10 100.00%
57
85
5000
141 169 21.00 21.20 21.40 21.60
ol ,I A I Lod 7y 187207225 258 280 866 271,10 75.54%
m/z--> 50 100 150 200 250 300 350
Abundance #73968: Hexadecane
57
5000 85 AR B SRR B
mmmmmmmm
m/z 85.10 59.30%
R e T A
m/z--> 50 100 150 200 250 300 350
Abundance
57
21/00 21.20 2140 21.60
5000 m/z 43.10 54 .68%
85
29
113 141 169 197 225 253 282
m/z--> 56 160 1%0 260 2éo 360 3%0
Abundance #115570: Heneicosane B N
57 mmmmmmmm

m/z 55.10 21.13%

85
5000
29 113
\ ‘ | \ 141 169 197 225 253 296

m/z--> 50 100 150 200 250 300 350 21. OO 21. 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.81 2.52 ng 167122 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Eicosane, 9-octyl- 394 C28H58 013475-77-9 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 87
Abundance Scan 3254 (21.809 min): BG016390.D (-3251) (-) m/z 57.10 100.00%
57
85
5000
5 30, 21140 21150 2180 2200 22,70
3 J ! e [ Ro3700 7229293275295 323 355380401 | hzz 71.10  79.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115569: Heneicosane
57
5000 85 LI BRI B B BN
21. 40 21. 60 21. 80 22. oo 22. 20
- 113 m/z 85.10 54 .68%
| ‘ h L u‘ | | 1?1 | 169 197 225 253 296
m/z--> éo 160 1éo 260 250 300 3%0 400
Abundance
57
21140 21.60 21.80 22.00 22.20
5000 a5 m/z 43.10 54.18%
29
113 141 169 196 240
m/z--> éo 160 1éo 260 250 300 3%0 400
Abundance #155179: Eicosane, 9-octyl- A EEE e e
43 21.40 21.60 21.80 22.00 22.20
m/z 55.10 25.36%
71
5000
99 281
L LT 17 185 g3 2u 238 | 309 336 365 392
m/z--> éo 160 1éo 200 250 300 3%0 460 21. 40 21. 60 21. 80 22. 00 22. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 Heptadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22.27 2.38 ng 157964 Chrysene-d12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Octacosane 394 C28H58 000630-02-4 93
3 Heptacosane 380 C27H56 000593-49-7 90
4 10-Methylnonadecane 282 C20H42 056862-62-5 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3332 (22.267 min): BG016390.D (-3329) (-) m/z 57.10 100.00%
57
85
5000
13 141 160 107 5200 25,20 7240 2260
S 2 2 m/z 71.10 82.70%
m/z--> 50 100 150 200 250 300 350
Abundance #82608: Heptadecane
57
85
5000 LI AL ML IR I
22.00 22.20 22,40 22.60
29 m/z 43.10 65.32%
Ld L Alé 141‘169 197 240
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
22,00 22.20 22.40 22.60
5000 g5 m/z 85.10 59.47%
29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #151555: Heptacosane L B o
57 22.00 22.20 22.40 22.60
m/z 55.10 22.90%
5000 85
29 113
0L 77,141 169 197 225 253 281 309 337 380
m/z--> 50 100 1% 2& 250 300 350 ' 22.00 22.20 22,40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 19 unknown25.72 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
25.72 3.43 ng 212500 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphine, methyl-(2,4,6-triisop... 250 C16H27P 158748-69-7 38
2 4H-Pyrido[1l,2-a]pyrimidine-3-car... 250 C13H18N203 035569-43-8 30
3 Imidazo[2,1-b]1,3,4-thiadialole, ... 249 C11H8CIN3S 037663-95-9 27
4 2-Naphthyl-p-tolyl sulfide 250 C17H14S 052258-16-9 25
5 Pyrimidine, 2-(3,5-dimethylpyraz... 250 C15H14N4 1000259-18-6 22
Abundance Scan 3920 (25.722 min): BG016390.D (-3914) (-) m/z 249.10 100.00%
249
5000

25.40 25.60 25.80 26.00
m/z 250.20  78.27%

m/z--> 50 100 150 200 250 300 350 400
Abundance #88558: Phosphine, methyl-(2,4,6-triisopropylphenyl)-
249
5000

25.40 25.60 25.80 26.00
43 203 m/z 95.10 57.09%
01 175 ‘
| es °0 11> 149 Ihlz,z:ﬂ‘ |
00

250 300 350 400

m/z--> 50 100 150 2
Abundance
250
R ERARE B e
25.40 25.60 25.80 26.00
5000 m/z 107.10 54.29%
82 149
110 177 205
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #87561: Imidazo[2,1-b]1,3,4-thiadialole, 5-(4-chlorophenyl... I e Rmma R
249 25.40 25.60 25.80 26.00
m/z 55.10 52.96%
137
5000 181
102 ‘
44 75 208
et .}5.7.‘1.,& — e .
m/z--> 50 100 150 200 250 300 350 400 25.40 25.60 25.80 26.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample : G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 _.beta.-Sitosterol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
26.53 2.43 ng 150311 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 62
2 Stigmasterol, 22,23-dihydro- 414 C29H500 1000214-20-7 50
3 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 30
4 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 27
5 _gamma.-Sitosterol 414 C29H500 000083-47-6 25
Abundance Scan 4058 (26.533 min): BG016390.D (-4052) (-) m/z 43.10 100.00%
48
81 107 161
5000 131 167 13 303 396
255 rryrrrryrrrryrrTrTTrTTT
134 356 429 2620 26.40 26.60 26.80
m/z 107 .05 81.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159284: .beta.-Sitosterol
43
414
5000 USRS AR
26.20 26.40 26.60 26.80
m/z 57.10 80.80%
m/z--> -
Abundance
43
26,20 26.40 26.60 26.80
5000 m/z 95.10 75.25%
414
69 105
145 178 213 , 4 273 303329 554 381
miz-> 50 100 150 200 250 300 350 400
Abundance #159311: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. . R R EEE T
43 26.20 26.40 26.60 26.80
m/z 81.10 74.18%
5000
miz--> 50 100 150 200 250 300 350 400 26,20 26.40 26.60 26.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016390.D

Acq On : 14 Apr 2015 10:05

Operator : TP/1Z

Sample - G1791-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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... 2.85 8.0 ng 212091 1 7.67 532593 20.0
2-Pentanone, 4-hy... 4.79 12.0 ng 319218 1 7.67 532593 20.0
unknown7 .21 7.21 107.6 ng 2866020 1 7.67 532593 20.0
Ethanol, 1-methox... 11.78 4.6 ng 185530 2 10.46 814183 20.0
Benzophenone 15.68 17.5 ng 970080 3 14.32 1111400 20.0
Pentadecane, 2,6,... 16.05 3.3 ng 201295 4 17.06 1211680 20.0
2-Propenoic acid, ... 16.39 5.4 ng 327635 4 17.06 1211680 20.0
unknownl17 .32 17.32 5.1 ng 310150 4 17.06 1211680 20.0
n-Hexadecanoic acid 17.95 3.9 ng 233737 4 17.06 1211680 20.0
Bis(2-ethylhexyl)... 19.14 3.8 ng 231899 4 17.06 1211680 20.0
Hexadecanoic acid... 19.38 6.5 ng 433569 5 21.23 1324960 20.0
Octadecanoic acid... 20.43 4.9 ng 322683 5 21.23 1324960 20.0
1-Octadecanol 20.95 8.0 ng 532741 5 21.23 1324960 20.0
Hexadecane 21.38 2.8 ng 187072 5 21.23 1324960 20.0
Heneicosane 21.81 2.5 ng 167122 5 21.23 1324960 20.0
Heptadecane 22.27 2.4 ng 157964 5 21.23 1324960 20.0
unknown25.72 25.72 3.4 ng 212500 6 23.47 1238770 20.0
-beta.-Sitosterol 26.53 2.4 ng 150311 6 23.47 1238770 20.0
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