LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016360.D

Acq On : 13 Apr 2015 14:57

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 3 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 2.765 8 13 23 rBv2 134325 271089 7 .54% 0.996%
2 2.847 23 27 33 rvB 177666 232418 6.46% 0.854%
3 4.780 350 356 366 rvB2 157307 238755 6.64% 0.877%
4 5.256 431 437 448 rBV 1231179 1773283 49.32% 6.514%
5 6.855 699 709 727 rBV 1250401 1961481 54.55% 7.205%
6 7.207 762 769 778 rBV 1251927 1928671 53.64% 7.085%
7 7.454 804 811 821 rvB2 39385 66981 1.86% 0.246%
8 7.671 842 848 856 rBV 343401 531190 14.77% 1.951%
9 7.988 895 902 910 rBVY 819749 1296038 36.05% 4.761%
10 8.829 1037 1045 1052 rBY 707088 1119993 31.15% 4.114%

11 10.462 1314 1323 1329 rBV 450465 764893 21.27% 2.810%
12 11.784 1539 1548 1556 rBV 70189 113661 3.16% 0.418%
13 12.936 1737 1744 1758 rVB 1661773 2376646 66.10% 8.730%
14 13.776 1881 1887 1895 rBV 159325 210486 5.85% 0.773%
15 14.316 1972 1979 1987 rBV2 680916 1023463 28.47% 3.760%

16 15.092 2104 2111 2114 rBV 46618 60989 1.70% 0.224%
17 15.679 2201 2211 2217 rBV 421783 559052 15.55% 2.054%
18 15.809 2226 2233 2242 rBV 1168250 1638774 45.58% 6.020%
19 17.060 2440 2446 2451 rBV 906944 1239357 34.47% 4 _553%
20 17.953 2592 2598 2608 rBV3 58997 126418 3.52% 0.464%

21 18.294 2652 2656 2668 rBV3 22218 45519 1.27% 0.167%
22 19.117 2790 2796 2801 rBV 30625 48638 1.35% 0.179%
23 19.387 2837 2842 2847 rBV 624335 688153 19.14% 2.528%
24 19.469 2852 2856 2858 rVV3 39918 58597 1.63% 0.215%

25 19.499 2858 2861 2867 rVB 103560 128406 3.57% 0.472%

26 19.687 2887 2893 2900 rBV 2978147 3595451 100.00% 13.208%

27 20.374 3006 3010 3015 rvVB2 30382 38543 1.07% 0.142%
28 20.427 3015 3019 3026 rBV 623452 665478 18.51% 2.445%
29 20.491 3026 3030 3033 rVvVv 69387 84171 2.34% 0.309%
30 20.527 3033 3036 3040 rVB 55271 60030 1.67% 0.221%

31 20.950 3103 3108 3117 rBV 260301 365002 10.15% 1.341%
32 21.238 3150 3157 3161 rBV 1149333 1481970 41.22% 5.444%
33 21.385 3178 3182 3188 rBV 126263 140906 3.92% 0.518%
34 21.813 3251 3255 3262 rBV 113742 141866 3.95% 0.521%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016360.D

Acq On : 13 Apr 2015 14:57

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 3 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 - 0 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 22.272 3329 3333 3341 rBV 127355 164281 4._.57% 0.603%

36 22.777 3414 3419 3425 rBV2 101429 174866 4._86% 0.642%
37 23.347 3511 3516 3526 rVB2 81597 154219 4._.29% 0.567%
38 23.470 3529 3537 3546 rBV2 718806 1413651 39.32% 5.193%
39 23.993 3621 3626 3636 rVB2 66103 123866 3.45% 0.455%
40 24.745 3749 3754 3759 rBV3 50915 115357 3.21% 0.424%

Sum of corrected areas: 27222608
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016360.D

Acq On : 13 Apr 2015 14:57

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 3 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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG016360.D

5.26 6.85 7.21

7.99

10.46
7.67

D 2735 4.78

7.45

0
Time-->

e

T
300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG016360.D
19.69

12.94

15.81

17.06

14.32 19.39 20.4
15.

13.78
11.78 15.09 17.9518.29 19.12 z'?ﬂ_ 2028
y A\ N—

0
Time-->

A A
LI e L L I B L L B

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG016360.D

21.24

23.47

1.38 21.81 2227 2278 23, 23.99 24.75
A A, A P

0
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\BG041315\
Data File : BG016360.D

Acq On : 13 Apr 2015 14:57

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 3 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

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 8

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

2.85 8.75 ng 232418 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 64
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 7

Abundance Scan 27 (2.847 min): BG016360.D (-23) (-) m/z 73.10 100.00%
7B
5000
43 55 87
| 007 2.80 2.90 3.00 3.10 3.20 3.30
e e e e 2% m/z 43.10 26.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
43 5 2.80 2.90 3.00 3.10 3.20 3.30
87 m/z 87.10 23.65%
---.-‘l“e-‘.“-‘--‘-.--“‘-.-‘---1?-1---.----.----.----.----.----
m/z--> 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 20.08%
45
29
59 101
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #720: N-Ethylformamide
2.80 2.90 3.00 3.10 3.20 3.30
73 m/z 71.10 11.09%
5000
44 58
o | ]
”'UIM"Mm"I”"I”"I”"I”"I”"I”"I”"I”"
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 : BG016360.D

Acq On : 13 Apr 2015 14:57

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 3 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

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 unknown4.78 Concentration Rank 6

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

4.78 8.99 ng 238755 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 Guanidine 59 CH5N3 000113-00-8 37
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 25
5 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 17

Abundance Scan 356 (4.780 min): BG016360.D (-350) (-) m/z 43.05 100.00%
43
59
5000
101
73 440 460 480 500 520
83
0...,....,....,..??','::..5,0..'.'-.|,-..§?,.|...,.-...,....',....,. m/z 59.10 65.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 L LS UL R
101 440 460 480 500 5.20
28 59 m/z 101.10 29.01%
70 84
...,..1“?.,..H.‘l....‘g‘.:..,??‘l:‘i....l.‘..7.8,.‘l..,..9“.3.,;...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500 520
5000 59 m/z 58.10 18.53%
25 31 37 83 g3 %
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #250: Guanidine
43 59 440 4.60 4.80 5.00 5.20
m/z 73.10 11.01%
5000
28
R R ABEESREEES AAASS AASES AARS RaRSS N I L UL S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 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 : BG016360.D

Acq On : 13 Apr 2015 14:57

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 3 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

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 72.62 ng 1928670 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 770 (7.213 min): BG016360.D (-762) (-) m/z 132.00 100.00%
32
5000 68
96 0 700 700 740 760
40 54 75 103 6.80 7.00 7.20 7.40 7.60
....,...:;-:..“ﬁ.-...,‘?l.',..'..,..5.‘?,..!.,.':..,.1.1?.,....,'...,.. m/z 68.10  36.10%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 o7 T
a1 o7 6.80 7.00 7.20 7.40 7.60
53 117 m/z 134.00 34 .39%
34 “\ ‘\ 61| \7? 89 | 103110 | 124 ||
miz--> % 4 % 8 7 8 90 100 1o 130 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 97 m/z 66.10 22.28%
70
31
44 51 €0 7 g6 105 116
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methyl- e e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 13.15%
5000
6 104
T o b> B
1 | | | I |
m/z--> 30 40 50 60 70 8 90 100 ﬁo 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 : BG016360.D

Acq On : 13 Apr 2015 14:57

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 3 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

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 unknown7.45 Concentration Rank 11

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

7.45 2.52 ng 66981 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tri(1,2-propyleneglycol), monome... 206 C10H2204 1000262-26-6 45
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 38
3 Dipropylene glycol monomethyl ether 148 C7H1603 034590-94-8 38
4 1,2-Dideoxy-l1-erythro-pentitol 120 C5H1203 1000112-47-4 33
5 Propane, 1,2-dimethoxy- 104 C5H1202 007778-85-0 33

Abundance Scan 810 (7.448 min): BG016360.D (-804) (-) m/z 59.10 100.00%
99
5000
45 73
101
7.20 7.40 7.60 7.80
S | m/Z 73.10  26.52%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #59732: Tri(1,2-propyleneglycol), monomethyl ether
59
5000
73 7.20 7.40 7.60 7.80
45 108 17 m/z 45.10 23.48%
33‘MJ ‘ 87 | | 130 147 161 175 101 207
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
7.20 7.40 7.60 7.80
0,
5000 45 103 m/z 57.10 17.99%
73
31
15 85 117 130 149
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22089: Dipropylene glycol monomethyl ether
59 7.20 7.40 7.60 7.80
m/z 41.10 15.19%
5000 45 .
31 103
5 W L] s | s .
m/z--> 20 40 60 80 100 120 140 160 180 200 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016360.D

Acq On : 13 Apr 2015 14:57

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 3 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

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 unknownll1.78 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.78 2.97 ng 113661 Naphthalene-d8 10.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 1-methoxy-, benzoate 180 C10H1203 051835-44-0 45
2 Ethanone, 2-amino-1-phenyl- 135 C8HO9NO 000613-89-8 10
3 2-Butanol, 1-mercapto- 106 C4H100S 025807-94-7 9
4 Propanedioic acid, (benzoylhydra... 282 C12H14N206 1000142-99-9 9
5 Acetic acid, chloro-, methyl ester 108 C3H5CI02 000096-34-4 9
Abundance Scan 1547 (11.778 min): BG016360.D (-1539) (-) m/z 59.10 100.00%
59
5000
77 105
43 1140 1160 11,80 12.00
b e o Lo a2 h77 105.10  32.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42218: Ethanol, 1-methoxy-, benzoate
59
5000 LRI BRI SO BN I
75 105 11.40 11.60 11.80 12.00
m/z 77.10 27.73%
43
] | 121 149 165 180
miz--> 20 40 60 80 100 120 140 160 180
Abundance
30
1140 1160 11,80 12.00
5000 77 m/z 106.10 23.75%
105
51
18 39 63 91 16 %
miz--> 20 40 60 8 100 120 140 160 180
Abundance #4870: 2-Butanol, 1-mercapto- e
1 59 11.40 11.60 11.80 12.00
m/z 51.10 14.01%
41
5000 88
g 7 106
S O
m/z--> 20 40 60 80 100 120 140 160 180 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016360.D

Acq On : 13 Apr 2015 14:57

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 3 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

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 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

17.95 2.04 ng 126418 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 43
Abundance Scan 2597 (17.947 min): BG016360.D (-2592) (-) m/z 73.10 100.00%

6073
43
5000 129
S 157 256 L NI R SN SUNI I

S 1 4377 1 185199213, 17.60 17.80 18.00 18.20

S— m/z 60.10 79.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43

60 73

5000
17.60 17.80 18.00 18.20

m/z 43.10 66 .89%

256
IL ] \ H H\ }01;}5 T 143157171185199213227242 |

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e A RREEEEa s o
17.60 17.80 18.00 18.20
5000 - 129 m/z 57.10 63.99%
87 242
143 199
115 185
101 157171 213
A B o o e B B R RARES REEES S SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid N R B
60 73 17.60 17.80 18.00 18.20
43 m/z 55.05 60.67%
5000 129
29
214
L g
| | ulllll 1y |
e

[
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 : BG016360.D

Acq On : 13 Apr 2015 14:57

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 3 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

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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.39 9.29 ng 688153 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 98
2 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 81
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 27
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 27

Abundance Scan 2843 (19.393 min): BG016360.D (-2837) (-) m/z 56.10 100.00%
56
5000 257
129 239 R A G ) S—
3 I 157 185 213 312 19.00 19.20 19.40 19.60 19.80
...,....',...||"l| ||| |H}|B”| -....',..'..,.'...,...'.,....'....'....2,5.;?..,...1., m/z 57.10 51.90%
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
19.00 19.20 19.40 19.60 19.80
29 129 ya0 257 m/z 257.20 38.58%
R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
19.00 1920 19,40 19.60 19.80
5000 m/z 43.10 33.74%
41
239 957
& 129
18 %113 157 185 213 282 312
A L LA KA RS LARAS LA KAASS LAY LARAN LA LA RALAS LAY LALA LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12423: Nipecotic acid

19.00 19.20 19.40 19.60 19.80
m/z 73.10 30.36%

5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.00 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016360.D

Acq On : 13 Apr 2015 14:57

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 3 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

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 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.43 8.98 ng 665478 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 98
2 n-Butyl myristate 284 C18H3602 000110-36-1 64
3 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 64
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 27

Abundance Scan 3020 (20.433 min): BG016360.D (-3015) (-) m/z 56.10 100.00%
56
5000
73 129 285
97 185 o1 287 340 20.20 20.40 20.60 20.80
3
— I.' 127 213 311 m/z 57.10 53.61%
m/z--> 50 100 150 200 250 300
Abundance #137334: Octadecanoic acid, butyl ester
56
5000 285
73 340 20.20 20.40 20.60 20.80
29 . 129 267 m/z 43.10 36 .58%
185 241
: ‘H. y \M ! IHM‘I ‘h‘ll 1 ‘h. “. - :IL5'7 4 .‘. |2|13| : I\ : ‘\ .M. |3:.L1. : I\ T
m/z--> 50 100 150 200 250 300
Abundance
56
' 20.20 20.40 20,60 20.80
5000 m/z 55.10 30.90%
229
73 211
129
185 284
39 101 157 255
m/z--> 50 100 150 200 250 300
Abundance #137350: Octadecanoic acid, 2-methylpropyl ester EREREERE S S
57 20.20 20.40 20.60 20.80
m/z 73.10 29.97%
5000
29 267285
83 129 |
: .‘. ‘.‘,“J.“‘m .‘“J.‘hl‘l“’.ﬁ.“. " %57.%55?'2.13. sz\u .“. AL I3]'-O' .3‘:0' R T T T
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 : BG016360.D

Acq On : 13 Apr 2015 14:57

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 3 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

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 5-Octadecene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.95 4.93 ng 365002 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 Cyclopentadecane 210 C15H30 000295-48-7 91
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 1-Docosene 308 C22H44 001599-67-3 90
Abundance Scan 3108 (20.950 min): BG016360.D (-3103) (-) m/z 57.10 100.00%
g7
| ﬁ\M
5000
111
3 J 139 207 20.60 20.80 21.00 21.20
Ay 168 207224 253 281 85 T ARG 74.50%
m/z--> 50 100 150 200 250 300 350
Abundance #89785: 5-Octadecene, (E)-
55
83
5000 RN B B
20.60 20.80 21.00 21.20
29 111 m/z 83.10 71.13%
L h‘ ‘\h I \‘ 139 168 105 224 252
m/z--> §o 150 200 2éo 300 350
Abundance
55
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
8 20.60 20.80 21.00 21.20
5000 m/z 97.05 65.50%
29 111
139 182 210
m/z--> 50 100 150 200 250 300 350
Abundance #93396: Ethanol, 2-(tetradecyloxy)- L B B B B e
57 20.60 20.80 21.00 21.20
m/z 71.10 63.74%
5000
29 111
168 196
.‘.“‘.“. Ll\m ‘l \\1:39 .‘..22.7.258 —— R =ss e
m/z--> 50 200 250 300 350 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 : BG016360.D

Acq On : 13 Apr 2015 14:57

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 3 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

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 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.27 2.22 ng 164281 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
4 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 3333 (22.272 min): BG016360.D (-3329) (-) m/z 57.10 100.00%
57
85
5000
113 | 22.00 22,20 2240 22.60
141 169 207
J,“ L, 239265 295 837 394 7 71.10 82.52%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 BEUABNUAERA AR
22. 00 22 20 22. 40 22 60
29 m/z 85.10 60.09%
7| L || M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance
57
o 22,00 22,20 2240 22.60
5000 m/z 43.10 54 _.28%
29
13 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3éo '
Abundance #147098: Docosane, 11-butyl- R ERaEE
57 22.00 22.20 22.40 22.60
m/z 55.10 23.47%
5000 85
s ||| M3 141 160 210,239 267 399 335 366
m/z--> % 1& 1% 2m 250 3m 3% ' nmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016360.D

Acq On : 13 Apr 2015 14:57

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 3 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

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 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

22.78 2.47 ng 174866 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 3420 (22.783 min): BG016360.D (-3414) (-) m/z 57.10 100.00%

5000

22.40 22.60 22.80 23.00
m/z 71.10 81.33%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #91036: Octadecane
57
5000 [TT I [rrrr[rrrr[rrrrpr1
22.40 22.60 22.80 23.00
m/z 85.10 64.37%
2¢\‘\u‘ \\ 141 183 221254
R B B e e R AR B o e s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
LA A e e
22.40 22.60 22.80 23.00
5000 m/z 43.10 59.67%
99
26 141 183 225 296
L A B e L e AR RRaRS R A S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane A RRmEamEa S
517 22.40 22.60 22.80 23.00
m/z 251.95 24 .86%
5000

-

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016360.D

Acq On : 13 Apr 2015 14:57

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 3 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

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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.35 2.18 ng 154219 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Tetratriacontane 479 C34H70 014167-59-0 87
3 Docosane, 1l1-decyl- 451 C32H66 055401-55-3 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 3517 (23.353 min): BG016360.D (-3511) (-) m/z 57.10 100.00%
57
5000 i MJLA
i 5158 9930 5370 550
169 197 225 . . . )
—_ .l, .-.-H .'I.l.. Mg (295 86 Tm/z 71.10  71.47%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57
85
5000 UL UUAREE B
Bmmmmmnm
m/z 43.10 51.57%
?9‘ ) H h‘J J d | ‘169 197 225 253 282
miz--> 0 §o 100 150 260 250 360 3%0 460
Abundance
57
23.00 23.20 23.40 23.60
5000 85 m/z 85.10 50.76%
29 113
141 169 197 225 253 281 311337 367 410435
miz--> 0 §o 160 1éo 260 250 360 3%0 460
Abundance #164415: Docosane, 11-decyl- R R o B
57 23.00 23.20 23.40 23.60
m/z 252.00 22.83%
5000 85
113
Ll T4 169 197 225 253 280,399 336 364 392
miz--> 0 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016360.D

Acq On : 13 Apr 2015 14:57

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 3 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 8.8 ng 232418 1 7.67 531190 20.0
unknown4 .78 4.78 9.0 ng 238755 1 7.67 531190 20.0
unknown7 .21 7.21 72.6 ng 1928670 1 7.67 531190 20.0
unknown? .45 7.45 2.5 ng 66981 1 7.67 531190 20.0
unknownl1.78 11.78 3.0 ng 113661 2 10.46 764893 20.0
n-Hexadecanoic acid 17.95 2.0 ng 126418 4 17.06 1239360 20.0
Hexadecanoic acid... 19.39 9.3 ng 688153 5 21.24 1481970 20.0
Octadecanoic acid... 20.43 9.0 ng 665478 5 21.24 1481970 20.0
5-Octadecene, (E)- 20.95 4.9 ng 365002 5 21.24 1481970 20.0
Octacosane 22.27 2.2 ng 164281 5 21.24 1481970 20.0
Octadecane 22.78 2.5 ng 174866 6 23.47 1413650 20.0
Eicosane 23.35 2.2 ng 154219 6 23.47 1413650 20.0
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