LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019901.D

Aca On : 4 Dec 2015 10:54

Operator : UM/NP

Sample : 6G4609-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA G\METHODS\8270-BG120215.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.996 22 27 44 rVV 1671600 2346207 85.01% 13.553%
2 3.137 46 51 60 rvv2 39886 81256 2.94% 0.469%
3 3.219 60 65 76 rvB 84417 121660 4_.41% 0.703%
4 5.193 396 401 411 rVB 123668 188032 6.81% 1.086%
5 5.663 473 481 492 rBV 567936 890061 32.25% 5.142%
6 7.261 746 753 766 rBV 599620 1045221 37.87% 6.038%
7 7.649 810 819 826 rBV 577575 986372 35.74% 5.698%
8 8.119 893 899 905 rBV 101482 166897 6.05% 0.964%
9 8.442 947 954 964 rVB 414634 721167 26.13% 4.166%
10 9.282 1090 1097 1107 rVB 369614 658898 23.87% 3.806%

11 10.939 1372 1379 1387 rVB 150317 258871 9.38% 1.495%
12 13.378 1786 1794 1804 rVB 1055919 1648536 59.73% 9.523%
13 14.194 1927 1933 1941 rBV 314585 447658 16.22% 2.586%
14 14.747 2017 2027 2035 rBV2 252943 414235 15.01% 2.393%
15 16.233 2272 2280 2292 rBV 952315 1461619 52.96% 8.443%

16 16.445 2311 2316 2319 rBV2 21082 31993 1.16% 0.185%
17 17.490 2487 2494 2500 rBV 374802 549785 19.92% 3.176%
18 18.366 2639 2643 2650 rBV2 52258 75422 2.73% 0.436%
19 19.541 2836 2843 2849 rVB5 19308 35126 1.27% 0.203%
20 19.635 2855 2859 2864 rBV5 20670 31471 1.14% 0.182%
21 19.770 2878 2882 2888 rBv4 16020 28544 1.03% 0.165%
22 19.899 2900 2904 2908 rVB2 27205 37572 1.36% 0.217%
23 20.093 2931 2937 2943 rBV 2139904 2759860 100.00% 15.943%
24 20.299 2968 2972 2976 rBV2 20866 30335 1.10% 0.175%
25 20.781 3050 3054 3059 rVB 44659 58920 2.13% 0.340%
26 20.857 3061 3067 3074 rBv4 25938 59757 2.17% 0.345%
27 20.998 3087 3091 3095 rBvV 30329 48025 1.74% 0.277%
28 21.045 3095 3099 3103 rVB 62429 77963 2.82% 0.450%
29 21.110 3108 3110 3115 rVB 25638 32742 1.19% 0.189%
30 21.398 3156 3159 3167 rVB2 40044 64765 2.35% 0.374%
31 21.556 3182 3186 3194 rVB 50462 76858 2.78% 0.444%
32 21.633 3195 3199 3208 rVB6 23123 50917 1.84% 0.294%
33 21.768 3215 3222 3230 rVB 430850 722806 26.19% 4_.175%
34 23.090 3444 3447 3457 rVB5 26539 44426 1.61% 0.257%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019901.D

Aca On : 4 Dec 2015 10:54

Operator : UM/NP

Sample : 6G4609-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 23.284 3473 3480 3494 rVB 156371 329741 11.95% 1.905%
36 23.507 3513 3518 3528 rVB2 37759 81626 2.96% 0.472%
37 25.058 3771 3782 3792 rBV3 225819 645963 23.41% 3.731%

Sum of corrected areas: 17311307
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019901.D

Aca On : 4 Dec 2015 10:54

Operator : UM/NP

Sample : 6G4609-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG019901.D
2000000

3.00

1500000

1000000

5.66 7.26 7.65

500000 8.44 9.28

Time--> 3.00 350 4.00 450 5.00 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG019901.D

20,09
2000000

1500000

13.38
1000000 16.23

500000 141 17.49
\ 14.75

16.44 18.37
O b e e e T e e e T ) T T T

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG019901.D

2000000
1500000
1000000

500000
23.28 25.06
23,0% 23.51

T R T T e e e e e e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019901.D

Aca On : 4 Dec 2015 10:54

Operator : UM/NP

Sample : 6G4609-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

3.00 281.16 ng 2346210 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 28 (3.002 min): BG019901.D (-22) (-) m/z 73.00 100.00%
73 T
43
5000
89
2.90 3.00 3.10 3.20 3.30 3.40
55
O e i 8 e m/z 43.00 53.22%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.90 3.00 3.10 3.20 3.30 3.40
31 89 m/z 89.00 33.84%
O~ ---.--%QJJ---3§J--“ﬁ8u-v??|-- "|l*"| R U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30 73
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 9.65%
58
44
5 2 39 51
e L S Ly UL I I S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine
43 2.90 3.00 3.10 3.20 3.30 3.40
32 m/z 45.00 8.21%
58 89
5000 18
72
0"'l"'w"?%l"'w'"'l??"|”"|""w"'|"'w
m/z--> 10 20 30 40 50 60 70 80 90 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019901.D

Aca On : 4 Dec 2015 10:54

Operator : UM/NP

Sample : 6G4609-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.22 14.58 ng 121660 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
3 Butanoic acid. 2-hvdroxv-2-methy... 132 C6H1203 032793-34-3 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Disilane, ethylpentamethyl- 160 C7H20Si2 015063-64-6 9

Abundance Scan 65 (3.219 min): BG019901.D (-60) (-) m/z 73.00 100.00%
7B
5000 43
o | ds s 300 320 340 3.60
o} m/z 43.00 39.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 B SERBNSEDE SRR

3.00 320 3.40 3.60

43
m/z 87.00 27.18%
2 \‘ % a8
o N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
IIAIIIIIIIIIIIIIIIIII
3.00 320 3.40 3.60
5000 m/z 54.95 26.52%
43
0 27 58 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13857: Butanoic acid, 2-hydroxy-2-methyl-, methyl ester
3 3.00 3.20 3.40 3.60
43 m/z 41.00 10.90%
5000
‘ 88 103
Ottt e e b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 3.00 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019901.D

Aca On : 4 Dec 2015 10:54

Operator : UM/NP

Sample : 6G4609-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.19 22.53 ng 188032 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 400 (5.187 min): BG019901.D (-396) (-) m/z 43.00 100.00%
43
59
5000
1o 480 500 520 540 5.60
ol B0, 73 8 W77 59.00  60.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS AN RS RN
480 500 5.20 5.40 5.60
59 101 m/z 101.00 17.79%
0 2 s o1 | o g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 M m/z 58.00 17.47%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4009: Formamide, N,N-diethyl-
30 sg 101 480 500 5.20 5.40 5.60
m/z 41.00 9.29%
5000 44 86
72
15 |
e L AR RN RS RS NS AAARA RARA AR A BAAA SARSS BARAN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019901.D

Aca On : 4 Dec 2015 10:54

Operator : UM/NP

Sample : 6G4609-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.65 Concentration Rank 2

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

7.65 118.20 ng 986372 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 819 (7.649 min): BG019901.D (-810) (-) m/z 132.00 100.00%
5000 68
96 U UL UL IR
40 4 7.40 7.60 7.80 8.00
0 8 L dor 207 6800 48.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R UL UL IR
7.40 7.60 7.80 8.00
70 m/z 134.00 32.92%
31 44
O 'L'll"*'l“'“ Jlég"‘l"}%ﬁ' B R R SR SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
89 o 740 7.60 7.80 8.00
5000 m/z 66.00 30.82%
31 51
G S S UL UL UL L L I WL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- e
132 7.40 7.60 7.80 8.00
m/z 69.00 20.07%
5000
15 28 39 52 0 77 %0 104445 |
m/z--> 20 40 60 80 100 120 140 160 180 200 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019901.D

Aca On : 4 Dec 2015 10:54

Operator : UM/NP

Sample : 6G4609-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.37 2.74 ng 75422 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Undecanoic acid 186 C11H2202 000112-37-8 59
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59
Abundance Scan 2644 (18.372 min): BG019901.D (-2639) (-) m/z 73.00 100.00%
a3 | P
5000 129 213
18.00 18.20 18.40 18.60
o} m/z 60.00 94 .93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43
60
5000
18.00 18.20 18.40 18.60
120 256 m/z 43.00 80.53%
. Il H H\QK 1157771431571711851 99213277 242
m/z--> ﬁo 45 eb 80 100 150 140 1éo 180 200 220 240 2éo 2éo
Abundance
43 &
57 18.|00 18.|20 18.|40 18.|60 '
5000 29 m/z 55.00 79.65%
129
87 115 171 214
101 143157 | 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46615: Undecanoic acid LS A e e
60 18.00 18.20 18.40 18.60
m/z 41.05 71.57%
5000 43
29 12914
101115
o ..1?,.‘.‘..‘,‘.‘..“.‘ J | MM T \}?7,17,1, A LW e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1800 1820 1840 1860
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019901.D

Aca On : 4 Dec 2015 10:54

Operator : UM/NP

Sample : 6G4609-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown21.05 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.05 2.16 ng 77963 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvl-3-octanone 156 C10H200 005340-64-7 43
2 4-Butoxv-2.4-dimethvl-2-pentene 170 C11H220 1000159-08-7 42
3 d-alucose. 2-deoxy-3.5:4.6-di-0-... 240 C10H18B205 1000149-94-7 36
4 2-Propvilthiazole 127 CG6HONS 017626-75-4 27
5 Spiro[bicyclo[2.2.1]heptane-2,2"... 210 C12H1803 018501-54-7 27
Abundance Scan 3100 (21.051 min): BG019901.D (-3095) (-) m/z 99.05 100.00%

5000

20.80 21.00 21.20 21.40

177191 207 251 267 282

o m/z 57.00 87.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26969: 2,2-Dimethyl-3-octanone
57
99
43
71
5000 LA B L L L L L LB
29 20.80 21.00 21.20 21.40
m/z 97.00 31.93%
85
I 0 O S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
99
R e R RE RS R
3 20.80 21.00 21.20 21.40
5000 4 m/z 111.05 29.99%
155
29 b 81

o 115 139 170

W‘mewwwwwmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #81905: d-glucose, 2-deoxy-3,5:4,6-di-O-(ethylboranediyl)- R W B B
20.80 21.00 21.20 21.40

m/z 155.10 26 .93%

5000

20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019901.D

Aca On : 4 Dec 2015 10:54

Operator : UM/NP

Sample : 6G4609-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown21.56 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.56 2.13 ng 76858 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanedioic acid. 2-propenvl-. ... 172 C8H1204 040637-56-7 25
2 3-(4-Methvl-2.5-dioxo-4-imidazol... 186 C7H10N204 007511-46-8 25
3 2.6.9-Undecatrione 198 C11H1803 078975-91-4 23
4 1-Ethvl-2.2-dimethvipropvl ethvl... 210 C9H20FO02P 1000298-32-8 17
5 4-Fluoro-6-aminopyrimidine 113 C4H4FN3 051421-96-6 14
Abundance Scan 3187 (21.562 min): BG019901.D (-3182) (-) m/z 57.00 100.00%
57
113
5000
T 169 07 7155 S1a0 780 7ias
134 : : : :
ol .33?,|.~.' Lo e 2SS 35 a7z 113.10 0 59.95%
m/z--> 50 100 150 200 250 300 350
Abundance #37834: Propanedioic acid, 2-propenyl-, dimethyl ester
81 113
41 99
5000 LN B BRI BN
21.20 21.40 21.60 21.80
m/z 111.10 28.40%
‘ 140
0 I\“: *Mh“" \‘; l\‘“l ‘# — l‘ | |1|72| T
m/z--> 50 100 150 200 250 300 350
Abundance
113
21.20 21.40 21.60 21.80
5000 42 m/z 69.00 23.70%
18 168
. 0 95 140 188
m/z--> 50 100 150 200 250 300 350
Abundance #54553: 2,6,9-Undecatrione e R BAEEE EE s
43 113 21.20 21.40 21.60 21.80
85 m/z 97.00 23.00%
5000
141
4 H 180
0,,,,wl‘\,‘?.,,\,\il,u,u, | 162 |18 R
m/z--> 50 100 150 200 250 300 350 21120 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019901.D

Aca On : 4 Dec 2015 10:54

Operator : UM/NP

Sample : 6G4609-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13-Docosenamide, (Z2)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.28 9.12 ng 329741 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 86
3 Dodecanamide 199 C12H25N0 001120-16-7 53
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
5 Hexadecanamide 255 C16H33NO 000629-54-9 50
Abundance Scan 3479 (23.278 min): BG019901.D (-3473) (-) m/z 59.00 100.00%
9
5000 ]L
41
B 12 |23.00 23.20 23.40 23.60
154 207 : . . .
o Al oy 284 217226 249 294 320 985 | L7 71.95  66.70%
m/z--> 50 100 150 200 250 300 350
Abundance #135945: 13-Docosenamide, (2)-
59
5000 a1
23.00 23.20 23.40 23.60
126 337 m/z 55.00 48_.71%
m/z--> 50 100 150 200 250 360 350
Abundance
59
|23.00 23.20 23.40 23.60
5000 m/z 41.00 33.83%
41
oL 18 83 114 136154 184 220 253 2o
m/z--> 50 100 150 200 250 300 350
Abundance #55487: Dodecanamide B AR
59 23.00 23.20 23.40 23.60
m/z 43.00 29.22%
5000
28
86
m/z--> 50 100 150 200 250 300 350 2300 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019901.D

Aca On : 4 Dec 2015 10:54

Operator : UM/NP

Sample : 6G4609-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.51 2.53 ng 81626 Perylene-d12 25.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 87
2 Saualene 410 C30H50 007683-64-9 80
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 76
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 000106-28-5 64
5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 56
Abundance Scan 3519 (23.513 min): BG019901.D (-3513) (-) m/z 69.00 100.00%
6o
5000
41 137 et
207 23.20 23.40 23.60 23.80
341
oLt 165 249 252 m/z 81.00 51.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000
a1 23.20 23.40 23.60 23.80
137 m/z 41.00 22 .36%
0 L b %5 117 | 161 191 217 244 273 299 341 367 410
m/z--> §o 160 1%0 260 2%0 360 3%0 460
Abundance
69
23120 2340 23.60 23.80
5000 m/z 68.00 14.71%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
m/z--> §o 160 1%0 200 250 360 350 460
Abundance #70984: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69 23.20 23.40 23.60 23.80
m/z 95.00 14 .23%
41
5000
93 136
0 .“l ‘.‘,‘h.“ Iulkhlul ‘.“.h. |1(.‘31. Il?]] |2|22| UL
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120315\
Data File : BG019901.D

Acq On : 4 Dec 2015 10:54

Operator : UM/NP

Sample - G4609-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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]
Propane, 2,2-dime... 3.00 281.2 ng 2346210 1 8.12 166897 20.0
Butane, 2-methoxy... 3.22 14.6 ng 121660 1 8.12 166897 20.0
2-Pentanone, 4-hy... 5.19 22.5 ng 188032 1 8.12 166897 20.0
unknown? .65 7.65 118.2 ng 986372 1 8.12 166897 20.0
n-Hexadecanoic acid 18.37 2.7 ng 75422 4 17.49 549785 20.0
unknown21 .05 21.05 2.2 ng 77963 5 21.77 722806 20.0
unknown21 .56 21.56 2.1 ng 76858 5 21.77 722806 20.0
13-Docosenamide, ... 23.28 9.1 ng 329741 5 21.77 722806 20.0
2,6,10,14,18,22-T... 23.51 2.5 ng 81626 6 25.05 645963 20.0
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