LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016444.D

Acq On : 16 Apr 2015 5:26

Operator : TP/1Z

Sample : G1829-14

Misc :

ALS Vial : 9 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 2.761 7 12 21 rBVY 291233 465951 10.74% 1.774%
2 2.837 21 25 35 rvB 370019 454781 10.49% 1.731%
3 3.072 61 65 74 rVB 35358 50740 1.17% 0.193%
4 4.782 351 356 364 rvB2 54218 79680 1.84% 0.303%
5 5.258 430 437 453 rBVY 682769 963503 22.22% 3.668%
6 6.180 590 594 602 rBV 27901 46354 1.07% 0.176%
7 6.856 700 709 722 rVB 465076 725374 16.73% 2.761%
8 7.203 761 768 781 rVB 1232140 1862058 42.94% 7.088%
9 7.667 840 847 854 rBVY 293376 450536 10.39% 1.715%
10 7.984 894 901 910 rVB 929176 1434127 33.07% 5.459%

11 8.824 1036 1044 1053 rBvV 854258 1336918 30.83% 5.089%
12 10.452 1313 1321 1328 rBV 445571 727367 16.77% 2.769%
13 12.655 1690 1696 1704 rBV 35380 60439 1.39% 0.230%
14 12.925 1735 1742 1749 rBV 2203356 3358242 77.44% 12.783%
15 14.306 1969 1977 1985 rBV2 692399 1056524 24 .36% 4.022%

16 15.669 2203 2209 2215 rBV 70103 88761 2.05% 0.338%
17 15.798 2224 2231 2241 rBV 1677453 2402388 55.40% 9.145%
18 16.022 2265 2269 2271 rBV 32103 43530 1.00% 0.166%
19 16.075 2275 2278 2287 rVB 82354 116020 2.68% 0.442%
20 16.809 2400 2403 2408 rBV2 33735 44156 1.02% 0.168%

21 17.050 2437 2444 2454 rBV2 887472 1254571 28.93% 4._776%
22 17.549 2524 2529 2535 rBV 37674 47494 1.10% 0.181%
23 17.949 2592 2597 2606 rBV 244028 382913 8.83% 1.458%
24 18.043 2608 2613 2622 rVB 188609 268217 6.18% 1.021%

25 18.243 2643 2647 2651 rBV 37154 47605 1.10% 0.181%
26 18.877 2752 2755 2762 rBV 38870 43717 1.01% 0.166%
27 19.089 2787 2791 2793 rBV3 39528 59734 1.38% 0.227%
28 19.230 2811 2815 2832 rBV 179454 276283 6.37% 1.052%
29 19.494 2857 2860 2865 rVB 44674 49358 1.14% 0.188%

30 19.682 2886 2892 2897 rBV 3336864 4336584 100.00% 16.507%

31 20.481 3024 3028 3032 rBV3 71052 91677 2.11% 0.349%
32 20.910 3097 3101 3103 rBV 100879 113750 2.62% 0.433%
33 20.939 3103 3106 3116 rVB 361801 499680 11.52% 1.902%
34 21.145 3137 3141 3145 rBV 129192 143357 3.31% 0.546%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016444.D

Acq On : 16 Apr 2015 5:26

Operator : TP/1Z

Sample : G1829-14

Misc :

ALS Vial : 9 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 21.227 3150 3155 3161 rVvVv 948637 1196287 27.59% 4 _.554%

36 21.380 3178 3181 3185 rVB 83696 89919 2.07% 0.342%
37 21.809 3250 3254 3265 rVB 79703 131630 3.04% 0.501%
38 22.067 3295 3298 3302 rVB2 40225 45851 1.06% 0.175%
39 22.267 3329 3332 3339 rVB2 76394 103924 2.40% 0.396%
40 22.391 3351 3353 3360 rVB 53708 67220 1.55% 0.256%
41 22.767 3414 3417 3422 rVB2 55707 76752 1.77% 0.292%

42 23.460 3528 3535 3550 rVB2 616967 1176499 27.13% 4._.478%

Sum of corrected areas: 26270471
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016444.D

Acq On : 16 Apr 2015 5:26

Operator : TP/1Z

Sample : G1829-14

Misc :

ALS Vial : 9 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 TIC: BG016444.D
3000000
2500000
2000000

1500000
7.20

1000000 7.98 8.82

6.86 10.45
500000 b 284 767

3.07 4A.78 6.18

N e L e L L S,

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: BG016444.D

1968
3000000

2500000
12.93

2000000
15.80

1500000

1000000 17.05
14.31

500000

t 14894 20.

19.23
7 .0 19.4
12.65 15.67 1659 16.81 17.55 |)18.24  18.88.0

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG016444.D

3000000

2500000

2000000

1500000

21.23

1000000 23.46

20.94

500000

.38 21.83 8%2/39 221\. 77

PN A~

T N ——

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\BG041515\
Data File : BG016444.D

Acq On : 16 Apr 2015 5:26

Operator : TP/1Z

Sample : G1829-14

Misc :

ALS Vial : 9 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 4

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

2.84 20.19 ng 454781 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 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 25 (2.837 min): BG016444.D (-21) (-) m/z 73.10 100.00%
7B
5000
43 o 87
| 007 2.80 2.90 3.00 3.10 3.20
O et e e e e 2 | m/z 43.10 0 25.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 A AN A RARAS LA AR R
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 25.06%
i
"”I'N”“¢'”I'J“I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 19.86%
45
29
59 101
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #720: N-Ethylformamide
2.80 2.90 3.00 3.10 3.20
73 m/z 71.10 10.82%
5000
44 58
o ]
"ﬂ““'”FM'”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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016444.D

Acq On : 16 Apr 2015 5:26

Operator : TP/1Z

Sample : G1829-14

Misc :

ALS Vial : 9 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

4.78 3.54 ng 79680 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-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
3 Guanidine 59 CH5N3 000113-00-8 38
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
5 6-Nitrohexan-2-ol 147 C6H13NO03 062224-53-7 17

Abundance Scan 356 (4.782 min): BG016444.D (-351) (-) m/z 43.05 100.00%
43
59
5000
101
440 4.60 4.80 5.00 5.20
83
e e e O e | [ m/Z 59,10 72.57%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RN RN LR
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 33.13%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500 520
0
5000 101 m/z 58.10 21.98%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #248: Guanidine
3 50 440 4.60 4.80 5.00 5.20
m/z 41.10 7.88%
5000 18
28
"'ﬁgﬂ'w'““$"'ﬁ*"w"'P"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016444.D

Acq On : 16 Apr 2015 5:26

Operator : TP/1Z

Sample : G1829-14

Misc :

ALS Vial : 9 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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 12

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

6.18 2.06 ng 46354 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 83
2 2-Propanol, 1,1"-oxybis- 134 C6H1403 000110-98-5 36
3 Triethylene glycol 150 C6H1404 000112-27-6 36
4 Paraldehyde 132 C6H1203 000123-63-7 23
5 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 9

Abundance Scan 594 (6.180 min): BG016444.D (-590) (-) m/z 45.10 100.00%

| ‘ || 207 580 600 620 640 660
et 27 Tm/z 59.10  46.71%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8975: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59

5.80 6.00 6.20 6.40 6.60
m/z 58.10 30.39%

45
5000 59
25 90

75 90
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
59 89 5.80 6.00 6.20 6.40 6.60
5000 m/z 90.10 18.77%
31
2 101 115 128
e T e A e
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #23107: Triethylene glycol R L R Ramm
45 5.80 6.00 6.20 6.40 6.60
m/z 89.10 17.06%
5000
58 75 89
i J_101 119 133 151
Sl N NSRS S S Gl M L
mz--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016444.D

Acq On : 16 Apr 2015 5:26

Operator : TP/1Z

Sample : G1829-14

Misc :

ALS Vial : 9 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 6 unknown7.20 Concentration Rank 1

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

7.20 82.66 ng 1862060 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 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 768 (7.203 min): BG016444.D (-761) (-) m/z 132.00 100.00%
5000 68
0 | % J 6.80 7.00 7.20 7.40 7.60
40 54 : - - - -
bl L7 87 L3515 “n/z 68.10  36.44%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I NI R I I
6.80 7.00 7.20 7.40 7.60
31 51 78 m/z 134.00 33.79%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 22.24%
41 97
53
29 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R Rmane e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 14 .00%
5000 og M°
SN | SRR 8 ‘ﬂQ7ILL N . - Il?? . /A VN § GRN—
m/z--> 40 60 80 100 120 140 160 180 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\BG041515\
Data File : BG016444.D

Acq On : 16 Apr 2015 5:26

Operator : TP/1Z

Sample : G1829-14

Misc :

ALS Vial : 9 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 8 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.95 6.10 ng 382913 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 2597 (17.949 min): BG016444.D (-2592) (-) m/z 73.10 100.00%
73 q
60
43
5000 129
97 256 R e S EREREE
115 213
|||“ 143 27171185 oo 227534 1760 17.80 18.00 18.20
e e m/z 60.10 76.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000{ o9 L L UL SUCRIL UL B

17. 60 17. 80 18. 00 18.20
129 256 m/z 43.10 67.49%

85
213
Ll n‘ JM B 115 | 143157171185 199 “1° 227239
“.”,..w...
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e e
17.60 17.80 18.00 18.20
5000 m/z 57.10 61.17%
29
129
8 15 171 214
98 143157 | 18597
o o L e R B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid B B
60 78 17.60 17.80 18.00 18.20
43 m/z 55.10 55.60%
5000 129
185 228
8 115 | 143 171 ‘
T ||| ‘I\I il ‘ H‘ ‘ M‘ ?‘ H‘ HI\ | 157 199 213

m/z--> 20 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\BG041515\
Data File : BG016444.D

Acq On : 16 Apr 2015 5:26

Operator : TP/1Z

Sample : G1829-14

Misc :

ALS Vial : 9 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 Bromacil Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.04 4.28 ng 268217 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromacil 260 C9H13BrN202 000314-40-9 96
2 2,4,6-Trichlorobenzonitrile 205 C7H2CI3N 006575-05-9 58
3 Benzoic acid, 3-amino-2,5-dichloro- 205 C7H5CI2NO2 000133-90-4 45
4 7-Chloro-2,3-dihydrofuro(2,3-b)q... 205 C11H8CINO 064124-91-0 43
5 5-Acetamido-2,4-dichlorobenzoic ... 247 C9H7CI2NO3 050602-49-8 43

Abundance Scan 2613 (18.043 min): BG016444.D (-2608) (-) m/z 204.90 100.00%

5000

17.80 18.00 18.20 18.40
m/z 206.90  92.48%

o 1245 262
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94714: Bromacil

5000

17.80 18.00 18.20 18.40
m/z 42.10 27.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
205
17.80 18.00 18.20 18.40
5000 m/z 205.90 19.92%
99 134 170
36 50 75 119 | 147
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59581: Benzoic acid, 3-amino-2,5-dichloro- T

17.80 18.00 18.20 18.40
m/z 163.90  17.48%

5000

17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016444.D

Acq On : 16 Apr 2015 5:26

Operator : TP/1Z

Sample : G1829-14

Misc :

ALS Vial : 9 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.23 4.62 ng 276283 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
5 Undecanoic acid 186 C11H2202 000112-37-8 30
Abundance Scan 2815 (19.230 min): BG016444.D (-2811) (-) m/z 73.10 100.00%
7B
43
5000 129
185 241 284 HRRUAR SRR BN IR
143157171 19.00 19.20 19.40 19.60
e e m/z 43.10 71.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73
5000 129 HRRUAR SRR BN B
19.00 19.20 19.40 19.60
284 m/z 60.05 69.85%
ZT \M 143,5,171
| 1
m/z--> 26 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43
57 19.00 19.20 19.40 19.60
5000 m/z 57.10 68.66%
129
87 185 228
27 115 14357171 | 199
mmﬁﬁmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid e  Ramaa L
43 73 19.00 19.20 19.40 19.60
i} m/z 55.10 60.33%
5000
2
“ ‘M 143157171185199
m/z--> 'IEBIIZBIIGO 80 100 120 140 160 180 200 220 240 260 280 "1556 1§éo'i§hbliébﬁ
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016444.D

Acq On : 16 Apr 2015 5:26

Operator : TP/1Z

Sample : G1829-14

Misc :

ALS Vial : 9 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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.94 8.35 ng 499680 Chrysene-d12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 1-Docosene 308 C22H44 001599-67-3 95
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 94
4 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
Abundance Scan 3106 (20.939 min): BG016444.D (-3103) (-) m/z 57.10 100.00%
57 g3
VNN SRR U
3 l 139 147 20.60 20.80 21.00 21.20
ol L ALY 167 196 225 252 280 308327 3% | 77 g3 10 83980
m/z--> 50 100 150 200 250 300 350
Abundance #72491: Cyclohexadecane
55
5000 NN RARAR AR
29 111 20.60 20.80 21.00 21.20
m/z 97.10 78.38%
L \H ‘\ \ ‘\ ‘1?9 167 196 224

m/z--> 50 200 250 300 350
Abundance
55
L B
97 20.60 20.80 21.00 21.20
5000 m/z 43.10 74 .16%
29
125
79 153 181 308
i L B s e
m/z--> 50 100 150 200 250 300 350
Abundance #89785: 5-Octadecene, (E)- e e
55 20.60 20.80 21.00 21.20
m/z 69.10 72 .60%
83
5000
29 111
[0 L) i1 130 168 195 200 252
— T T T T T B
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\BG041515\
Data File : BG016444.D

Acq On : 16 Apr 2015 5:26

Operator : TP/1Z

Sample : G1829-14

Misc :

ALS Vial : 9 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 Heptadecane, 8-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.81 2.20 ng 131630 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetratriacontane 479 C34H70 014167-59-0 87
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 86
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 81
Abundance Scan 3254 (21.809 min): BG016444.D (-3250) (-) m/z 57.10 100.00%
g7
85
5000
13 R R e T
155 207 268 21.40 21.60 21.80 22.00 22.20
" V bl 19200 200208295 385380 429 | “h77 71.10  84.38%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #91041: Heptadecane, 8-methyl-
57
85
5000 AL SRR BN UL B
21:40 21,60 21.80 22.00 22.20
6 154 m/z 85.10 64.08%
,,,‘,‘I\,q‘,‘u‘,h\l N,‘\, h b
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
&5 21.40 21,60 21.80 22.00 22.20
5000 m/z 43.10 62.93%
29
13 141 160 197 240
mz-> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane T
57 21.40 21.60 21.80 22.00 22.20
m/z 55.10 26.78%
5000 85
29 113
Ll (141 169 197 225 253 281 311337 367 410435
m/z--> 0 5'0 1c')o 1&'30 2(')0 250 300 350 400 21.40 21,60 21.80 22.00 22.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016444.D

Acq On : 16 Apr 2015 5:26

Operator : TP/1Z

Sample : G1829-14

Misc :

ALS Vial : 9 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... 2.84 20.2 ng 454781 1 7.67 450536 20.0
2-Pentanone, 4-hy... 4.78 3.5 ng 79680 1 7.67 450536 20.0
Ethanol, 2-(2-met... 6.18 2.1 ng 46354 1 7.67 450536 20.0
unknown7 .20 7.20 82.7 ng 1862060 1 7.67 450536 20.0
n-Hexadecanoic acid 17.95 6.1 ng 382913 4 17.05 1254570 20.0
Bromacil 18.04 4.3 ng 268217 4 17.05 1254570 20.0
Octadecanoic acid 19.23 4.6 ng 276283 5 21.23 1196290 20.0
Cyclohexadecane 20.94 8.3 ng 499680 5 21.23 1196290 20.0
Heptadecane, 8-me... 21.81 2.2 ng 131630 5 21.23 1196290 20.0
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