LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016807.D

Aca On : 29 Apr 2015 20:05

Operator : TP/1Z

Sample : 62003-07

Misc :

ALS Vial : 16 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-BG042915.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 4.669 329 337 348 rBV2 103765 178579 8.72% 1.489%
2 5.157 414 420 432 rBV 552918 816554 39.89% 6.808%
3 6.766 688 694 706 rBV 582025 909731 44.44% 7 .585%
4 7.101 745 751 761 rBV 622676 939749 45.91% 7.835%
5 7.560 824 829 838 rVB 132587 207598 10.14% 1.731%
6 7.877 875 883 896 rBV 442832 701890 34.29% 5.852%
7 8.723 1019 1027 1040 rBV 324094 527048 25.75% 4 .394%
8 10.350 1297 1304 1315 rBV 170366 304501 14.87% 2.539%
9 11.684 1523 1531 1538 rBV 14920 25896 1.27% 0.216%
10 12.836 1721 1727 1739 rBvV 896538 1326836 64.82% 11.063%
11 13.688 1867 1872 1879 rBvV 30398 51068 2.49% 0.426%

12 14.222 1956 1963 1971 rBV2 299486 459800 22.46% 3.834%
13 15.586 2188 2195 2205 rBV 88285 122672 5.99% 1.023%
14 15.715 2211 2217 2235 rBV 677973 977346 47 .74% 8.149%
15 16.966 2424 2430 2443 rBV2 417640 594285 29.03% 4 _955%

16 17.877 2579 2585 2594 rBV3 18650 35984 1.76% 0.300%
17 19.604 2873 2879 2888 rBV 1683409 2047089 100.00% 17.068%
18 20.298 2990 2997 3000 rBV2 48072 77379 3.78% 0.645%
19 20.345 3003 3005 3012 rVvv3 23167 35605 1.74% 0.297%

20 20.868 3089 3094 3101 rBV2 100582 143344 7.00% 1.195%

21 21.155 3138 3143 3152 rBV 573191 706659 34.52% 5.892%

22 21.725 3236 3240 3247 rBV6 16280 31009 1.51% 0.259%
23 22.178 3314 3317 3321 rVB4 17710 21661 1.06% 0.181%
24 22.301 3334 3338 3343 rVB 41672 52917 2.58% 0.441%

25 23.353 3510 3517 3530 rBV2 386480 698791 34.14% 5.826%

Sum of corrected areas: 11993991
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG042915\
Data File : BG016807.D

Aca On > 29 Apr 2015 20:05

Operator : TP/I1Z

Sample : G2003-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA G\METHODS\8270-BG042915.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG016807.D
1500000
1000000
516 6.77 7.10
500000 7.88
8.72
L 467 756 10.35
(O] e NN e e LA B e o e B L e )
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: BG016807.D
19.60
1500000
1000000 1284
15.71
500000 16.97
14.22
15.
0 1.68 13,;69 17.88
T A R T T e T T T T T T T T T T T T T T T T T R e e e e
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 18.50 19.00 19.50 20.00
Abundance TIC: BG016807.D
1500000
1000000
21.16
500000 23.35
20.87
21.73 222630
O L o B e T o B L I B o e B e LA o B A o B L LA B o B o o o o
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 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\BG042915\
Data File : BG016807.D

Aca On : 29 Apr 2015 20:05

Operator : TP/1Z

Sample : 62003-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042915_.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 unknown4.67 Concentration Rank 3

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

4._.67 17.20 ng 178579 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
3 Guanidine 59 CH5N3 000113-00-8 38
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 12
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12

Abundance Scan 337 (4.669 min): BG016807.D (-329) (-) m/z 43.10 100.00%
43
59
5000 101
73 440 460 480 500
83
0 ...,....,....,..?7.','.':..5,0..'."Ii....,.'...,.~...,...!,....,. m/z 59.10 70.92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 L I L I UL
101 440 460 480 5.00
28 59 m/z 101.10 35.87%
15 ‘ ‘ 70 84
0 ...,..‘a.,..l‘.‘l....‘i‘.l..,.s?lli....l.‘..7.8,.‘l..,.?5..,a...,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500
5000 59 m/z 58.10 19.92%
o 25 31 37 83 g3 101
LU SR SR UL UL FULRLEL IR SO SO UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #248: Guanidine A ey poa Sl
3 50 440 4.60 4.80 5.00
m/z 73.10 8.62%
5000 18
28
0"'ﬁ%”'w'““$"'ﬁ"'w"'P"'w"'w"'w"'w"'w R RN S U U
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016807.D

Aca On : 29 Apr 2015 20:05

Operator : TP/1Z

Sample : 62003-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042915_.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 2 unknown7.10 Concentration Rank 1

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

7.10 90.54 ng 939749 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 751 (7.101 min): BG016807.D (-745) (-) m/z 131.95 100.00%
5000
68
—
96 6.80 7.00 7.20 7.40
40 54
o [ | Weus | m/z 134.00 32.26%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN SN LA R
6.80 7.00 7.20 7.40
2 51 78 m/z 68.10 30.07%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.10 19.70%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L e e
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 11.90%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, A A W
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016807.D

Aca On : 29 Apr 2015 20:05

Operator : TP/1Z

Sample : 62003-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042915_.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.59 5.34 ng 122672 Acenaphthene-d10 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 95
2 Benzenecarbothioic acid. S-methv... 152 C8H80S 005925-68-8 47
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 46
4 1-Propanone. 2-bromo-1-phenvl- 212 C9H9Bro 002114-00-3 43
5 Benzamide, N-(1,4-dihydro-2,3-di... 329 C17H9CI2NO2 307553-57-7 43
Abundance Scan 2196 (15.591 min): %G016807.D (-2188) (-) m/z 105.00 100.00%
105
77
5000 182
=1 15:20 15.40 15.60 15.80 16.00
152 : : : : :
| S 1 03 . 88 N 126 NT 18 m/z 77.10 55.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44105: Benzophenone
105
77
5000 A AR SR R B
182 1520 15.40 15.60 15.80 16.00
51 m/z 182.10 50.61%
o, 1827 39 | 63 | 8 | 115126 152 185 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
NI DA SRR BRSO BN
77 15.20 15.40 15.60 15.80 16.00
5000 m/z 51.05 16.35%
51
152
o 28 39 65 91 125
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26283: Acetophenone, 2-chloro- P T T e
105 15.20 15.40 15.60 15.80 16.00
m/z 181.10 8.63%
77
5000
51
1827 39 | 65 o1 120 154
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1éo 1é0 15.20 15.40 15.60 15.80 16.|00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016807.D

Aca On : 29 Apr 2015 20:05

Operator : TP/1Z

Sample : 62003-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042915_.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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.30 2.19 ng 77379 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 93
2 Hexadecanamide 255 C16H33NO 000629-54-9 59
3 Tetradecanamide 227 C14H29NO 000638-58-4 59
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
5 Decanamide- 171 C10H21NO 002319-29-1 50
Abundance Scan 2997 (20.298 min): BG016807.D (-2990) (-) m/z 59.10 100.00%
59
5000 Klﬁ\M
41 SR T L RV
8l 98112126 , ,o 207 20.00 20.20 20.40 20.60
221
o 192 238 264 282 7, 7510 62 897
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 INUVBRUABS A SUAREE
20. oo 20 20 20. 40 20.60
m/z 55.05 32.44Y%
o \h b 8 % L4128 154170180108 220 238 264 %7
m/z--> ﬁo Jo 60 85 100 150 110 160 180 200 220 240 2éo 2éo
Abundance
59
20.00 20.20 20.40 20.60
5000 m/z 41.10 23.90%
43
o 29 86 100114128142156170184198212226240 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74439: Tetradecanamide
59 20.00 20.20 20.40 20.60
m/z 43.10 22.39%
5000
43 97 227
128
T e - G B bttt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2000 2020 2040 2060

8270-BG042915.M Thu Apr 30 16:18:29 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016807.D

Aca On : 29 Apr 2015 20:05

Operator : TP/1Z

Sample : 62003-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042915_.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 6 E-15-Heptadecenal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.87 4_.06 ng 143344 Chrysene-d12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 92
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 91
4 1-Tetracosanol 354 C24H500 000506-51-4 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 3094 (20.868 min): BG016807.D (-3089) (-) m/z 57.10 100.00%
57
5000 1

20.60 20.80 21.00 21.20

53195 251
of—M ,a.'Jﬁ-.-;-,..'..,....,....,....,....,....,... m/z 83.05 98.31%
m/z—-> 0 100 200 300 400 500 600 700 800
Abundance #89757: E-15-Heptadecenal
43
7
5000
20.60 20.80 21.00 21.20
‘ m/z 97.10 96.56%
R
m/z--> 0 100 200 300 400 500 600 700 800
Abundance
43
97
20.60 20.80 21.00 21.20
5000 m/z 69.10 83.76%
139 182224
O+ T T T T T T T
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #174723: Bacteriochlorophyll-c-stearyl
83 20.60 20.80 21.00 21.20
m/z 43.10 82.31%
5000
25
2 168 224
oLl 168 ™ 268 327 436482 554 822
i e — T A T T

B
m/z--> 0 100 200 300 400 500 600 700 800

T T I T
20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042915\
Data File : BG016807.D

Acq On 29 Apr 2015 20:05

Operator : TP/1Z

Sample - G2003-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG042915_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]
unknown4 .67 4._.67 17.2 ng 178579 1 7.56 207598 20.0
unknown7 .10 7.10 90.5 ng 939749 1 7.56 207598 20.0
Benzophenone 15.59 5.3 ng 122672 3 14.22 459800 20.0
9-Octadecenamide, ... 20.30 2.2 ng 77379 5 21.16 706659 20.0
E-15-Heptadecenal 20.87 4.1 ng 143344 5 21.16 706659 20.0
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