LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample - G1829-10

Misc :

ALS Vial : 19 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 2.757 7 12 18 rBV 256469 473132 4_75% 0.850%
2 2.840 21 26 35 rvB 325359 488652 4_90% 0.878%
3 3.498 122 138 141 rBvV 132480 403777 4_05% 0.725%
4 3.815 181 192 198 rBvY 84621 199185 2.00% 0.358%
5 4.743 313 350 353 rBVY 366285 2375917 23.84% 4.268%
6 4.784 353 357 359 rvv 66475 100840 1.01% 0.181%
7 4.878 359 373 376 rvB 238734 798429 8.01% 1.434%
8 5.260 421 438 447 rBV2 446449 862411 8.65% 1.549%
9 6.888 704 715 727 rVB2 2096578 3620340 36.32% 6.504%
10 7.205 762 769 779 rVB 868157 1349195 13.54% 2.424%

11 7.663 839 847 853 rBvV 324103 506425 5.08% 0.910%
12 7.981 894 901 908 rVvB 841627 1370428 13.75% 2.462%
13 8.445 974 980 985 rBV 146234 230524 2.31% 0.414%
14 8.821 1037 1044 1055 rBvV 710128 1148573 11.52% 2.063%
15 9.761 1194 1204 1209 rBV 93474 238790 2.40% 0.429%

16 10.448 1315 1321 1328 rVB 470323 782205 7.85% 1.405%
17 11.118 1409 1435 1455 rBV 880487 4079474 40.93% 7.329%
18 11.958 1571 1578 1586 rBV 188144 299075 3.00% 0.537%
19 12.423 1630 1657 1675 rBV 2072229 9967547 100.00% 17.907%
20 12.669 1694 1699 1707 rVB3 61139 115295 1.16% 0.207%

21 12.928 1736 1743 1752 rVB 1933899 2821055 28.30% 5.068%
22 13.603 1852 1858 1864 rBV 96538 140010 1.40% 0.252%
23 14.309 1971 1978 1985 rBV2 726290 1084783 10.88% 1.949%
24 14.743 2045 2052 2056 rBV3 93464 155537 1.56% 0.279%
25 14.896 2074 2078 2085 rVB2 69179 111055 1.11% 0.200%

26 15.672 2205 2210 2215 rVB 145475 199114 2.00% 0.358%
27 15.801 2226 2232 2239 rBV 1184163 1697176 17.03% 3.049%
28 17.047 2439 2444 2450 rBV2 902346 1295229 12.99% 2.327%
29 17.957 2593 2599 2612 rBV 986985 1664663 16.70% 2.991%
30 18.286 2652 2655 2663 rVB2 68392 107052 1.07% 0.192%

31 19.091 2788 2792 2795 rBV 422973 630265 6.32% 1.132%
32 19.238 2813 2817 2833 rVB 597209 996733 10.00% 1.791%
33 19.497 2857 2861 2867 rVB 293506 334916 3.36% 0.602%
34 19.679 2887 2892 2898 rBV 2969435 3776420 37.89% 6.784%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample - G1829-10

Misc :

ALS Vial : 19 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

35 19.990 2942 2945 2950 rVB 132221 147361 1.48% 0.265%

36 20.354 3003 3007 3009 rBV2 208008 250776 2.52% 0.451%
37 20.484 3025 3029 3033 rBvV 349900 408209 4_.10% 0.733%
38 20.519 3033 3035 3039 rVB 116869 116865 1.17% 0.210%
39 20.913 3099 3102 3104 rBV 79356 100146 1.00% 0.180%
40 20.942 3104 3107 3120 rVB 980507 1238679 12.43% 2.225%

41 21.148 3138 3142 3148 rBY 298179 349581 3.51% 0.628%
42 21.230 3152 3156 3161 rVV 1018783 1292251 12.96% 2.322%
43 21.383 3178 3182 3185 rBVY 456677 505061 5.07% 0.907%
44 21.811 3251 3255 3263 rVB 394811 514267 5.16% 0.924%
45 22.070 3295 3299 3307 rVB 275616 371343 3.73% 0.667%

46 22.270 3329 3333 3342 rVB 382107 510579 5.12% 0.917%
47 22.399 3350 3355 3360 rVB 296201 409613 4._.11% 0.736%
48 22.775 3414 3419 3423 rBVY 277871 397800 3.99% 0.715%
49 23.339 3511 3515 3520 rVvB2 207820 323914 3.25% 0.582%
50 23.463 3530 3536 3544 rVB2 661728 1248501 12.53% 2.243%

51 23.985 3621 3625 3633 rVB 175902 344623 3.46% 0.619%
52 24.738 3747 3753 3758 rBV2 189894 435914 4._.37% 0.783%
53 24.802 3759 3764 3780 rVB2 256360 637320 6.39% 1.145%
54 26.535 4049 4059 4070 rBvV4 352963 1160914 11.65% 2.086%
55 27.252 4175 4181 4192 rVB3 161576 475738 4.77% 0.855%

Sum of corrected areas: 55663677
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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: BG016454.D
3000000

2500000
6.89
2000000
1500000

1000000 7.21 708 11.12

500000 S

04
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BG016454.D

3000000

19,68

2500000

12.42
2000000 12.93

1500000

15.80

1000000

500000

11.96 1417490

20.
20.
19.99
ol

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BG016454.D

3000000

2500000
2000000
1500000
1000000

500000

e MRS NN

Time--> 21.00 2150 22.00 22.50 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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 unknown2.84 Concentration Rank 8

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

2.84 19.30 ng 488652 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 43
2 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 7
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 5
4 N-Ethylformamide 73 C3H7NO 000627-45-2 4
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 4

Abundance Scan 26 (2.840 min): BG016454.D (-21) (-) m/z 73.10 100.00%
R ?
5000
43
55 87
| | 147 162 007 2.80 2.90 3.00 3.10 3.20
e e e B a0 O m/z 43.10 27 .72%
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
55 87 m/z 87.10 26.31%
2 0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
30
2.80 2.90 3.00 3.10 3.20
5000 43 a7 m/z 55.10 18.63%
5o 72
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73 2.80 2.90 3.00 3.10 3.20
m/z 71.10 12.45%
5000 43
58
29 ‘ 87
N A A
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 : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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 Propanoic acid, 2-methyl- Concentration Rank 12

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

3.50 15.95 ng 403777 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 86
2 2-Butanone, 4-hydroxy- 88 C4H802 000590-90-9 59
3 Butane 58 C4H10 000106-97-8 37
4 Urea, N,N"-dimethyl- 88 C3H8N20 000096-31-1 9
5 (Aminomethyl)cyclopropane 71 C4HON 002516-47-4 9

Abundance Scan 138 (3.498 min): BG016454.D (-122) (-) m/z 43.10 100.00%
a3
5000 73
58 88 320 3.40 3.60 3.80
e A 29 m/z 41.10 0 47.07%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2030: Propanoic acid, 2-methyl-
43
5000
27 320 340 3.60 3.80
73 m/z 73.05 47.07%
'I"'W'm'ww'??P'J'l?ﬁ'l'”'l'”'l"” [rrrrprrorrpTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
320 340 360 380
5000 m/z 39.05 15.13%
70
31 55 88
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #224: Butane
43 3.20 3.40 3.60 3.80
m/z 42.10 11.57%
5000 29
5 ‘ 58
'%”'“IM"M“'JI”"I”"P"'P"'P"'""P"W"" IR S T
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80
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Library Search Compound Report

Z:\HPCHEM1I\BNA_G\DATA\BG041515\

Data Path :

Data File : BG016454.D

Acq On : 16 Apr 2015 11:13
Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial :

Quant Method
Quant Title

19 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 4 Butanoic acid

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
381 7.87ng 199185  1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 sutanoic acid 88 CaHgo2 000107-92-6 91

2 Pentanoic acid

102 C5H1002

000109-52-4 72

3 .beta.-D-Ribopyranoside, methyl 164 C6H1205 017289-61-1 43
4 4-Bromobutyric acid 166 C4H7Bro02 002623-87-2 9

5 Butanoic acid, 4-chloro- 122 C4H7CI02 000627-00-9 9
Abundance Scan 191 (3.809 min): BG016454.D (-181) (-) m/z 60.10 100.00%

g

5000

42

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

0

73

87

Abundance
6l

5000

27 41
18 ‘\ \H\ 0\

#1989: Butanoic acid
0

88

m/z--> 10 20 30 40 50 6!

0 70 80 90 100 110 120 130 140 150 160

Abundance
6

5000

29 41
15 50

m/z--> 10 20 30 40 50 6

0

73

87 101
0 70 80 90 100 110 120 130 140 150 160

6l

5000

Abundance #32138:

.beta.-D-Ribopyranoside, methyl
0

73

d 86 100 114 133 145 163

m/z--> 10 20 30 40 50 6!

0 70 80 90 100 110 120 130 140 150 160

3.40 3.60 3.80 4.00 4.20

m/z 73.10 33.57%

3.40 3.60 3.80 4.00 4.20

m/z 42.10 18.37%

3.40 3.60 3.80 4.00 4.20

m/z 41.10 17.49%

3.40 3.60 3.80 4.00 4.20

m/z 43.10 15.48%

3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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 Butanoic acid, 3-methyl- Concentration Rank 3

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

4.74 93.83 ng 2375920 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
2 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 64
3 Heptanoic acid 130 C7H1402 000111-14-8 39
4 Pentanoic acid 102 C5H1002 000109-52-4 33
5 Formic acid hydrazide 60 CH4N20 000624-84-0 9

Abundance Scan 349 (4.737 min): BG016454.D (-313) (-) m/z 60.10 100.00%
6
5000 /////\\~k
43
7 440 460 480 500
0 .|..~:'..'?‘.‘,.|...1?.1...,....,....,....,....,?0.7.. m/z 43.10 33.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4182: Butanoic acid, 3-methyl-
60
5000 IDANRABE SRS SURNE AR
41 440 4.60 4.80 5.00
27 87 m/z 41.10 26.26%
1B | 74 102
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60
440 4.60 4.80 5.00
5000 m/z 87.10 20.19%
41 87
73 101 115
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #12980: Heptanoic acid R RN mae o
60 440 4.60 4.80 5.00
m/z 45.10 19.12%
5000 73
41
27 H i
101
B N e < . S ¥ A W4
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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 Butanoic acid, 2-methyl- Concentration Rank 6

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

4.88 31.53 ng 798429 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 83
2 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 9
3 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 9
4 2-Methylheptanoic acid 144 C8H1602 001188-02-9 9
5 Methanamine, 1,1-bis(2,2-dimethy... 231 C13H29NO2 004909-78-8 9

Abundance Scan 373 (4.878 min): BG016454.D (-359) (-) m/z 74.10 100.00%
74
5000 57
41
87 I/ R
4.60 4.80 5.00 5.20
el 0 27y 57.10 49.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4195: Butanoic acid, 2-methyl-
74
29 4 57
5000
4.60 4.80 5.00 5.20
87 m/z 41.10 34 _.57%
"'|”“'wJ"vi'hkl'L'}P%"|"'w""|"“|""|“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
74
4.60 4.80 5.00 5.20
5000 m/z 87.10 25.86%
43 87
29 55
15 101 115 130
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7899: Pentanoic acid, 2-methyl- e R
74 4.60 4.80 5.00 5.20
m/z 73.10 15.48%
5000 43
27 a7
55
---.-H‘--‘.“-‘--‘l.--‘-“-.-‘---1?%-1-1-5.----.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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 unknown7.21 Concentration Rank 5

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

7.21 53.28 ng 1349200 1,4-Dichlorobenzene-d4 7.66
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 38
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 770 (7.211 min): BG016454.D (-762) (-) m/z 132.00 100.00%
5000
68
96 0 700 750 740 7.60
40 54 6.80 7.00 7.20 7.40 7.60
f & | a_us | m/z 68.10 33.16%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I L R IR
6.80 7.00 7.20 7.40 7.60
21 51 78 m/z 134.00 32.63%
‘ L H | L
miz--> 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 20.07%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B L RS R e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 12.50%
5000 og 0
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
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 : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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 Benzeneacetic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.12 104.31 ng 4079470 Naphthalene-d8 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 91
2 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 83
3 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 59
4 Pentyl phenylacetate 206 C13H1802 005137-52-0 56
5 Benzaldehyde, 3-benzyloxy-2,6-di... 248 C14H10F202 152434-87-2 53
Abundance Scan 1435 (11.118 min): BG016454.D (-1409) (-) m/z 91.05 100.00%
q1
5000
136
65 ‘ 10.80 11.00 11.20 11.40
39 51 : : : :
....,....',..-..,'.|..7.7,..'I.,l.o.?l.lf‘....',....,....,....,2.97.. m/z 136.10 31.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15708: Benzeneacetic acid
9
5000 AU AR AR UL AR BRI
136 10.80 11.00 11.20 11.40
m/z 92.10 18.17%
65
27 3951 | 77 | 102
miz--> D o & & o o e 10 s %
Abundance
91
10.80 11.00 11.20 11.40
5000 m/z 65.10 13.70%
44 136
65
16 28 77 107118 180
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #15618: p-Methylbenzeneboronic acid e AREEEEEEEE e
el 10.80 11.00 11.20 11.40
m/z 63.10 5.75%
136
5000
45 oo
m/z--> 2'0 4'0 6|0 8|0 100 120 140 160 180 200 10,80 11.00 11.20 11.40

8270-BG040615.M Thu Apr 16 15:52:00 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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 Indole Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.96 7.65 ng 299075 Naphthalene-d8 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indole 117 C8H7N 000120-72-9 91
2 Indolizine 117 C8H7N 000274-40-8 91
3 BH-1-Pyrindine 117 C8H7N 000270-91-7 91
4 Benzyl nitrile 117 C8H7N 000140-29-4 87
5 Benzonitrile, 2-methyl- 117 C8H7N 000529-19-1 86
Abundance Scan 1578 (11.958 min): BG016454.D (-1571) (-) m/z 117.10 100.00%
117
5000 90
63 160 11.80 12.00 1220
39 72 11.60 11.80 12.00 12.20
et 8l 02l 128 142152 o790 05 40.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8322: Indole
117
5000 90 LR PR SN SRR SRS
11,60 11.80 12.00 12.20
o m/z 89.05 30.02%
14 28 39 51 7 74 ‘

. I ‘ il
R R N L L L L L e SRR N Ranan
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117

11. 60 11. 80 12. OO 12.20

5000 9 m/z 63.05 10.16%
63
27 39 81 78
mmmmﬁwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8326: 5H-1-Pyrindine T .... T
117 11.60 1180 1200 12 20
9 m/z 118.10 10.05%
5000
39 63
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11. 60 11.80 12.00 12.20

8270-BG040615.M Thu Apr 16 15:52:00 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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 Benzenepropanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.42 183.77 ng 9967550 Acenaphthene-d10 14_.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanoic acid 150 C9H1002 000501-52-0 95
2 Benzylmalonic acid 194 C10H1004 000616-75-1 91
3 4-Nitrosophenyl-_beta.-phenylpro... 255 C15H13N03 1000129-40-0 78
4 3-Phenyl-propionic acid, isoprop... 192 C12H1602 022767-95-9 78
5 2-Butenoic acid, 3-methyl-, 2-ph... 204 C13H1602 042078-65-9 53
Abundance Scan 1657 (12.423 min): BG016454.D (-1630) (-) m/z 91.10 100.00%
g1
104
5000 150
R mar e R
51 12.00 12.20 12.40 12.60 12.80
Bl .,|.|..1.1,7.1.3.1.,..-..,.... 2 M/Z 104.05  54.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23324: Benzenepropanoic acid
91
5000 104 R EEEaEEEnmE s
150 12/00 12.20 12,40 12.60 12.80
e 28 m/z 150.10 36.35%
65
B O T I - S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91
SRR AR AR AR
104 12.00 12.20 12.40 12.60 12.80
5000 m/z 105.10 18.22%
150
51 7
14 27 64 131
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91419: 4-Nitrosophenyl-.beta.-phenylpropionate E  AREAREEE RS ma ey n ]
il 12.00 12.20 12.40 12.60 12.80
m/z 77.10 16.14%
5000 104 ////l_
150
51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12:00 12.20 12,40 12.60 12.80

8270-BG040615.M Thu Apr 16 15:52:01 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.96 25.70 ng 1664660 Phenanthrene-d10 17.05
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2599 (17.957 min): BG016454.D (-2593) (-) m/z 73.10 100.00%

n

5000 129

SN
w
)]

213

17.60 17.80 18.00 18.20
b 281 m/z 60.10 79.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid

157171185
199

143

N
w
&)]
~
w

5000 29 256 L L e
17.60 17.80 18.00 18.20
MH

m/z 43.10 69.89%
,, :

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

21
143157171185 g9

5

Abundance
a3 |3
L B O e e e B
5t 17.60 17.80 18.00 18.20
5000 m/z 57.10 63.23%
29
129
87 . 115 171 214
101 143157 | 185,99
L B L L L L L O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid e B i I e B
43 5 73 17.60 17.80 18.00 18.20
m/z 55.10 56.73%
5000

5

m H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20

8270-BG040615.M Thu Apr 16 15:52:02 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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 9,12-Octadecadienoic acid (... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
19.09 9.73 ng 630265 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 99
2 2-Chloroethyl linoleate 342 C20H35CI02 025525-76-2 91
3 Ethanol, 2-(9,12-octadecadienylo... 310 C20H3802 017367-08-7 91
4 1,9-Cyclohexadecadiene 220 C16H28 004277-06-9 87
5 Cycloundecene, 1l-methyl- 166 C12H22 088828-82-4 83

Abundance Scan 2792 (19.091 min): BG016454.D (-2788) (-) m/z 67.10 100.00%
67
95
5000 41
RN SR SN
150 280 18.80 19.00 19.20 19.40
" Al168 196 218287 2627 | /g1 10 88.55%
m/z--> 50 100 150 200 250 300
Abundance #106287: 9,12-Octadecadienoic acid (Z,2)-
67
95
41
5000 A R AR B
280 18/80 19.00 19.20 19.40
124 m/z 95.10 59.30%
18 ‘HL [ 410 182 210 237 262
m/z--> 50 100 150 200 250 300 '
Abundance
67
18:80 19,00 19.20 19.40
5000 % m/z 55.10 59.21%
41
123 4150 263 34
m/z--> " so 100 150 200 250 300
Abundance #123039: Ethanol, 2-(9,12-octadecadienyloxy)-, (Z,2)- e
6 18.80 19.00 19.20 19.40
m/z 82.10 54 _.91%
95
5000 41
121
‘ h” \l\ \. 1ﬁ?¥66 191 214231248 279 310
m/z--> 50 100 150 200 250 300 ' 18.80 19.00 19.20 19.40

8270-BG040615.

M Thu Apr 16 15:52:03 2015

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.24 15.43 ng 996733 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76
Abundance Scan 2817 (19.238 min): BG016454.D (-2813) (-) m/z 73.10 100.00%
43
5000 129
o1 185 241 284 O B e e I e
19.00 19.20 19.40 19.60
157
A2l L 28, l,?s?.\. 3% "n/z 43.10 80.84%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
83 7
5000 129 LA L L L L LB
19. 00 19 20 19. 40 19. 60
185 241 m/z 60.10 78.56%
|15| “. HI hl\ H‘“ u‘h\ M\ . :IL57 | “. \|2|13| L .‘ ‘2.6.5.“. ————
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
" 10.00 19.20 19.40 19.60
5000 256 m/z 57.10 74.94%
129
97 157 213
185 028
m/z--> §0 160 150 200 250 360 3%0
Abundance #75070: Tetradecanoic acid e BB R R B
78 19.00 19.20 19.40 19.60
m/z 55.10 67 .50%
5000 129
} 185 208
,@I,MIMHM hm ‘15‘.7.‘.‘.‘,..‘.. S et
m/z--> 50 150 200 250 300 350 19. 00 19 20 19. 40 19. 60

8270-BG040615.M Thu Apr 16 15:52:03 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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 1-Docosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.94 19.17 ng 1238680 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 l1-Hentetracontanol 593 C41H840 040710-42-7 87
4 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 87
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 87
Abundance Scan 3107 (20.942 min): BG016454.D (-3104) (-) m/z 57.10 100.00%
57
5000
NN AR SRR I
7 20.60 20.80 21.00 21.20
ob A ALLLEE’, 168 210 280280300 352 | T390 70.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121980: 1-Docosene
57 97
5000 RABSUVARSE AR AR
308 20 60 20. 80 21. oo 21.20
H‘ s m/z 71.10 67.98%
2
il Wd‘rhm 181 223 266 |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

3

Abundance
57
R T R R
20.60 20.80 21.00 21.20
5000 97 m/z 83.10 60.43%
196
27 127 166 227 5gg
R o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172384: 1-Hentetracontanol T
57 20.60 20.80 21.00 21.20
m/z 55.10 54.06%
97
5000
18 39
n 181 223 278 320 362 404 446 488518 572

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 60 20. 80 21. OO 21 20

8270-BG040615.M Thu Apr 16 15:52:04 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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 16 Nonadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

21.38 7.82 ng 505061 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 3182 (21.383 min): BG016454.D (-3178) (-) m/z 57.10 100.00%

85
5000

21.00 21.20 21.40 21.60

141 169 197 225 253 286309 341 366

415

o m/z 71.10 77.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #99477: Nonadecane
57
5000 85 ||||||||||||||||||||
21.00 21.20 21.40 21.60
m/z 85.10 59.62%
29 113
\‘ - “\ H u‘ 14"1‘169 197 225 268
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R R AR EREEEE R S
85 21.00 21.20 21.40 21.60
5000 m/z 43.10 54 _.50%
29 113
141 169 197 225 253 296
— T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane T ]
57 21. 00 21 20 21. 40 21. 60

m/z 55.10 24 .01%

85
5000
29
L J ‘ 4141 169 197 225 253 282

m/z--> 50 100 150 200 250 300 350 400 21. OO 21 20 21. 40 21. 60

8270-BG040615.M Thu Apr 16 15:52:05 2015

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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 17 Heptacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.81 7.96 ng 514267 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 3255 (21.811 min): BG016454.D (-3251) (-) m/z 57.10 100.00%
g7
85
5000

113
141 169 197 o5 21.40 21.60 21.80 22.00 22.20
...J,.--l“....,....,....2,“3?.2?1.?‘.’9.?3.7,..35.‘0.,..42]9. m/z 71.10 76.65%

m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57
5000 LA I L L L L L L L
85 21. 40 21. 60 21. 80 22. OO 22 20
m/z 85.10 59.00%
290 || | 113 141 169 197 225 253 281 323 351 380
— At e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
A RS e
85 21.40 21.60 21.80 22.00 22.20
5000 m/z 43.10 56.16%
29 113
141 169 197 225 253 296
T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl- R AREAE B
57 21.40 21.60 21.80 22.00 22.20
m/z 55.10 25.41%
5000 85

113
‘l [ 777,141 169 197 239 267 294 323 352

m/z--> 50 100 150 200 250 300 350 400 21. 40 21. 60 21. 80 22. 00 22 20

8270-BG040615.M Thu Apr 16 15:52:06 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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 19 unknown24.80 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24.80 10.21 ng 637320 Perylene-di12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanenitrile, 3,4-dimet... 191 C11H13NO2 049621-56-9 47
2 Silane, 3-butenylmethoxymethylph... 206 C12H180Si 076557-75-0 37
3 4H-1,3,2-Dioxaborin, 6-ethenyl-2... 208 C12H21B02 074630-05-0 35
4 Ethanone, 2-(1H-imidazo[4,5-b]py... 278 C12H14N402S 1000272-55-7 35
5 Benzeneacetamide, 3,4-dimethoxy- 195 C10H13NO3 005663-56-9 35
Abundance Scan 3764 (24.802 min): BG016454.D (-3759) (-) m/z 151.10 100.00%
1581
5000 69 Jl
o 14 T 410 2440 24180 24150 2500 28120
218 : : : : :
. J',ﬂ.l. A FWTIT Il A7, 200283 529 397 - 487 "m/z 69.10  48.80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #49753: Benzenepropanenitrile, 3,4-dimethoxy- %\/”/\L
151
5000 SRR B UL SRR B
191 24,40 24.60 24.80 25.00 25.20
m/z 131.10 32.46%
107
39 8 |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
151
24.40 2460 24.80 25.00 25.20
5000 121 m/z 191.05 21.36%
o 178
o7 9 206
mz-> 50 100 150 200 250 300 350 400 450
Abundance #61445: 4H-1,3,2-Dioxaborin, 6-ethenyl-2-ethyl-4-methyl-4-... A EEaEE e
151 24.40 24.60 24.80 25.00 25.20
m/z 189.05 19.34%
5000
43
o 512 | 1w
s e o We W Mo W we o | | 284 paos 2re o0 205

8270-BG040615.M Thu Apr 16 15:52:06 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample : G1829-10

Misc :

ALS Vial : 19 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 20 _.beta.-Sitosterol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.54 18.60 ng 1160910 Perylene-di12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 96
2 _gamma.-Sitosterol 414 C29H500 000083-47-6 96
3 Stigmasterol, 22,23-dihydro- 414 C29H500 1000214-20-7 93
4 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 60
5 17-(1,5-Dimethylhexyl)-10,13-dim. .. 414 C29H500 1000210-86-9 46
Abundance Scan 4060 (26.541 min): BG016454.D (-4049) (-) m/z 43.10 100.00%
48 107
RUSNBUABUVURSU VAR
26.20 26.40 26.60 26.80
461489 | "n/z 107.10  85.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159282: .beta.-Sitosterol
43
5000 26,20 26.40 26.60 26.80
107
81 ‘ 213 b a3 414 m/z 95.10 74.08%
i \HH H‘m ‘m 354 381
m/z--> 5 150 200 250 300 350 400 450
Abundance
43
26,20 26.40 26.60 26.80
5000 m/z 55.10 73.78%
o 107 414
145
173 213 255 303329, 3g;
miz-> 50 100 150 200 250 300 350 400 450
Abundance #159291: Stigmasterol, 22,23-dihydro- B L Ba e e o
43 26.20 26.40 26.60 26.80
m/z 81.10 72.78%
414
69 105
Ly 0178 213 2a273 30399554 301, |
I S T R A " 26,20 26.40 26.60 26.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016454.D

Acq On : 16 Apr 2015 11:13

Operator : TP/1Z

Sample - G1829-10

Misc :

ALS Vial : 19 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]
unknown?2 .84 2.84 19.3 ng 488652 1 7.66 506425 20.0
Propanoic acid, 2... 3.50 15.9 ng 403777 1 7.66 506425 20.0
Butanoic acid 3.81 7.9 ng 199185 1 7.66 506425 20.0
Butanoic acid, 3-... 4.74 93.8 ng 2375920 1 7.66 506425 20.0
Butanoic acid, 2-... 4.88 31.5 ng 798429 1 7.66 506425 20.0
unknown7 .21 7.21 53.3 ng 1349200 1 7.66 506425 20.0
Benzeneacetic acid 11.12 104.3 ng 4079470 2 10.45 782205 20.0
Indole 11.96 7.7 ng 299075 2 10.45 782205 20.0
Benzenepropanoic ... 12.42 183.8 ng 9967550 3 14.31 1084780 20.0
n-Hexadecanoic acid 17.96 25.7 ng 1664660 4 17.05 1295230 20.0
9,12-Octadecadien... 19.09 9.7 ng 630265 4 17.05 1295230 20.0
Octadecanoic acid 19.24 15.4 ng 996733 5 21.23 1292250 20.0
1-Docosene 20.94 19.2 ng 1238680 5 21.23 1292250 20.0
Nonadecane 21.38 7.8 ng 505061 5 21.23 1292250 20.0
Heptacosane 21.81 8.0 ng 514267 5 21.23 1292250 20.0
unknown24 .80 24.80 10.2 ng 637320 6 23.46 1248500 20.0

6

-beta.-Sitosterol 26.54 18.6 ng 1160910 23.46 1248500 20.0
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