LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017527.D

Acq On : 7 Jun 2015 10:31

Operator : TP/1Z

Sample - G2552-05

Misc :

ALS Vial : 22 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-BG060315.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

2.759 9 12 17 rvVB 51311 67641 4.24% 0.796%
2.806 17 20 29 rvB4 12893 20276 1.27% 0.239%
rBv 44348 63160 3.96% 0.743%
5.215 424 430 446 rBvY 414210 597619 37.49% 7.034%
6.831 699 705 716 rBV 455728 725660 45.53% 8.542%
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7.165 755 762 771 rBV 448696 689158 43.24% 8.112%
7.618 833 839 846 rBvV2 71852 111925 7.02% 1.317%
rvB 305485 494401 31.02% 5.819%
8.781 1031 1037 1046 rBvV 271187 455542 28.58% 5.362%
10.415 1309 1315 1324 rBV 89954 150700 9.45% 1.774%
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11 12.906 1732 1739 1751 rBV 764722 1084590 68.05% 12.766%
12 13.752 1875 1883 1892 rBV2 43020 74505 4.67% 0.877%
13 14.292 1969 1975 1982 rVB 153571 235778 14.79%% 2.775%
14 15.791 2224 2230 2244 rBV 717344 997592 62.59% 11.742%
15 17.042 2437 2443 2449 rBv2 210917 292012 18.32% 3.437%

16 17.953 2591 2598 2605 rBV5 20564 35709 2.24% 0.420%
17 19.686 2887 2893 2902 rVB 1302411 1593913 100.00% 18.761%
18 20.949 3104 3108 3115 rBV2 71975 95422 5.99% 1.123%
19 21.237 3151 3157 3162 rBV 268963 343017 21.52% 4._.038%
20 22.406 3351 3356 3362 rVB4 26371 42131 2.64% 0.496%

21 23.476 3531 3538 3544 rBV 184531 324921 20.39% 3.825%

Sum of corrected areas: 8495672
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017527.D

Acq On : 7 Jun 2015 10:31

Operator : TP/1Z

Sample - G2552-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017527.D
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591 6.83 7.17

400000
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200000

7 7.62 10.41
%ﬁﬁ 472

T
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG017527.D

o

19.69
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800000 12.91
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13.75 A 17.95

L L T RS

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: BG017527.D

1200000
1000000
800000
600000

400000
21.24

200000 23.48

20.95 22.41

O L R R R e e e e R B e e s e e e L ABEEEAE

Time--> 21.00 2150 22.00 2250 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\BG060615\
Data File : BG017527.D

Acq On : 7 Jun 2015 10:31

Operator : TP/1Z

Sample - G2552-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.76 12.09 ng 67641 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 38
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 12 (2.759 min): BG017527.D (-9) (-) m/z 73.05 100.00%
7

T

5000 43
55 87
39 2.80 2.90 3.00 3.10 3.20
3677 |,]4750 ||59 65 7 83
erprrrrerrrrprrereraee A e 8 88 TmZz 43.05  41.22%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 LI L L L L L LB B

43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 26.13%

29
267 33 39 | 46 50 ‘ 59 6770 |,
T e [ [ e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 43 m/z 55.00 23.20%
58 g7
29
26 46 55
TFFWWWWFFFWFFFWFFFWWW
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #7316: 2-Methyl-5-hexen-3-ol RN RRRTEEma e e
73 2.80 2.90 3.00 3.10 3.20
55 m/z 71.10 11.61%
43
5000
27 39
,1,5,,“,‘,,‘l,51,‘,,7q) U S
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 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\BG060615\
Data File : BG017527.D

Acq On : 7 Jun 2015 10:31

Operator : TP/1Z

Sample - G2552-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown4.72 Concentration Rank 4

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

4.72 11.29 ng 63160 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
2 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 9
4 Methanecarbothiolic acid 76 C2H40S 000507-09-5 9
5 2-Pentanone 86 C5H100 000107-87-9 9

Abundance Scan 346 (4.721 min): BG017527.D (-340) (-) m/z 43.00 100.00%
43
5000 59
o PRI
...,....,....,....',....,??!!,....,....,f.‘?..,...:,|....,. m/z 59.10 49.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime
43
5000 LRSS SRR AR
4.40 4.60 4.80 5.00
101 m/z 101.00 21.97%
15 253137 | 51 % g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500
5000 m/z 58.00 11.28%
101
71
s 28 49 56 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43 4.40 4.60 4.80 5.00
m/z 41.10 10.91%
5000 59
15 101
5.3 3 | 83 83 N
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017527.D

Acq On : 7 Jun 2015 10:31

Operator : TP/1Z

Sample - G2552-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknown7.17 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.17 123.15 ng 689158 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 27
2 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 12
Abundance Scan 763 (7.171 min): BG017527.D (-755) (-) m/z 132.00 100.00%
132
5000 68
0 g || % SR 700 720 740 780
e B m/z 68.10 43.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 ARASRARSARARERREASE Y

6.80 7.00 7.20 7.40 7.60
m/z 66.00 35.86%

15 28 39 52 3 77 00 104 .

m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
e e
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 35.78%
a0 57 69
89 103
79 115
N B R L O B B A e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl e e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 21.01%
116
5000 98
m/z--> 20 40 100 120 140 160 180 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\BG060615\
Data File : BG017527.D

Acq On : 7 Jun 2015 10:31

Operator : TP/1Z

Sample - G2552-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 unknownl7.95 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.95 2.45 ng 35709 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
2 Tetradecanoic acid 228 C14H2802 000544-63-8 38
3 Tridecanoic acid 214 C13H2602 000638-53-9 35
4 n-Decanoic acid 172 C10H2002 000334-48-5 27
5 I-(+)-Ascorbic acid 2,6-dihexade... 652 C38H6808 028474-90-0 22
Abundance Scan 2598 (17.953 min): BG017527.D (-2591) (-) m/z 43.05 100.00%
4B
73
5000 129
213 g
97 171
| || | | \ 421 17.60 17.80 18.00 18.20
— B e e m/z 41.00 75.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92228: n-Hexadecanoic acid
483 73
5000 256
129 17.60 17.80 18.00 18.20
97 213 m/z 73.00 70.00%
L o 1?7\185 |
miz--> 50 100 150 200 250 300 350 400
Abundance
73
43
17.60 17.80 18.00 18.20
5000 129 m/z 60.00 68.15%
185
97 228
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance #65565: Tridecanoic acid
73 17.60 17.80 18.00 18.20
43 m/z 57.10 62.65%
5000 129
171
l “97 214
: Ill ‘: I\‘I‘\I I]Iillilxllll le‘l | I{I — T
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017527.D

Acq On : 7 Jun 2015 10:31

Operator : TP/1Z

Sample - G2552-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.95 5.56 ng 95422 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 98
2 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 93
3 Cycloeicosane 280 C20H40 000296-56-0 92
4 1-Eicosene 280 C20H40 003452-07-1 87
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 83
Abundance Scan 3108 (20.949 min): BG017527.D (-3104) (-) m/z 43.05 100.00%
43
69 97
5000

125
20.60 20.80 21.00 21.20
154 182 205221 262 281 308
m/z 55.05 77 .49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55

5000
20.60 20.80 21.00 21.20
m/z 57.10 77 .13%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
69
o7 280 20.60 20.80 21.00 21.20
5000 m/z 97.10 59.86%
125 281

27
153 181 209 295

WTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #106397: Cycloeicosane
55 20.60 20.80 21.00 21.20
83 m/z 69.05 58.09%
5000
29
L 139154 182 210 236252 280
ARNRRRRERAR Ry

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017527.D

Acq On : 7 Jun 2015 10:31

Operator : TP/1Z

Sample - G2552-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 2,6,10-Dodecatrien-1-ol, 3,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.41 2.59 ng 42131 Perylene-d12 23.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C1l7H2802 004128-17-0 72
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 59
3 .beta.-D-Mannofuranoside, farnesyl- 384 C21H3606 1000155-15-5 59
4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 56
5 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 50
Abundance Scan 3357 (22.412 min): BG017527.D (-3351) (-) m/z 69.10 100.00%
69
5000
41 ALIAtend ottty
\ 107 136, 208 283 341 22.00 22.20 22.40 22.60 22.80
——4 |'- "1"'%%%—#%% m/z 81.05 44 _41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #96902: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, acetat...
69
5000{ 43
93 136 22.00 22.20 22.40 22.60 22.80
‘ m/z 41.05 23.13%
[T H ‘\lm I\H\IJ'I]'? I‘LI 1I6\1I Ilglg I 221 264

T |
m/z--> 50 100 150 200 250 300 350 400

Abundance
69
R SR s
22.00 22.20 22.40 22.60 22.80
5000 m/z 68.00 19.95%
41
95 137
117 | 161 191 217 244 273 299 341 367 410
i T L A e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #152423: .beta.-D-Mannofuranoside, farnesyl-
69 22.00 22.20 22.40 22.60 22.80
m/z 67.00 14 .75%
41
5000 93
121
45 204
Al JHL,LU;M...-, 75,770 233 263 301 366386
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017527.D

Acq On : 7 Jun 2015 10:31

Operator : TP/1Z

Sample - G2552-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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... 2.76 12.1 ng 67641 1 7.62 111925 20.0
unknown4 .72 4.72 11.3 ng 63160 1 7.62 111925 20.0
unknown?7 .17 7.17 123.2 ng 689158 1 7.62 111925 20.0
unknownl17 .95 17.95 2.5 ng 35709 4 17.04 292012 20.0
1-Docosene 20.95 5.6 ng 95422 5 21.24 343017 20.0
2,6,10-Dodecatrie... 22.41 2.6 ng 42131 6 23.48 324921 20.0
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