LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017959.D

Acq On 18 Jul 2015 12:17

Operator : TP/UM

Sample - G3022-01

Misc :

ALS Vial : 38 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-BG071715_.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 2.906 34 37 49 rvVB 30283 46395 1.24% 0.178%
2 4.733 343 348 354 rBvY 124516 172195 4.61% 0.661%
3 5.191 420 426 436 rVB 1049943 1482585 39.65% 5.688%
4 6.766 687 694 704 rBV 1074277 1651614 44.17% 6.337%
5 7.118 746 754 762 rBV 1099898 1733626 46.37% 6.651%
6 7.583 825 833 841 rBV 330727 523617 14.00% 2.009%
7 7.900 877 887 895 rBvY 798759 1280010 34.23% 4.911%
8 8.734 1022 1029 1039 rBV 622954 1019733 27.27% 3.912%
9 10.362 1299 1306 1314 rBV 471811 797797 21.34% 3.061%
10 12.859 1722 1731 1740 rBV 1743456 2562660 68.54% 9.832%

11 13.705 1869 1875 1881 rBV 637826 854280 22.85% 3.278%
12 14.239 1960 1966 1976 rBV2 726246 1133405 30.31% 4.348%
13 15.738 2214 2221 2238 rBV 1374320 1913381 51.17% 7.341%
14 16.995 2428 2435 2441 rBV2 942784 1376921 36.83% 5.283%
15 17.912 2584 2591 2598 rBV2 74368 128612 3.44% 0.493%

16 19.198 2806 2810 2818 rBV7 28696 53136 1.42% 0.204%
17 19.339 2829 2834 2840 rBV 145311 172616 4.62% 0.662%
18 19.639 2880 2885 2893 rBV 2938706 3739027 100.00% 14.345%
19 20.462 3021 3025 3030 rvB2 37041 44332 1.19% 0.170%
20 20.920 3099 3103 3112 rBV 217836 305015 8.16% 1.170%

21 21.125 3133 3138 3144 rBV 1408739 1515000 40.52% 5.812%
22 21.196 3144 3150 3158 rVB 1191627 1549294 41.44% 5.944%

23 21.360 3175 3178 3183 rVB 72588 82127 2.20% 0.315%
24 21.795 3247 3252 3256 rBV 69722 101683 2.72% 0.390%
25 22.248 3325 3329 3336 rBV2 64395 98877 2.64% 0.379%
26 22.753 3411 3415 3421 rBV2 45669 72063 1.93% 0.276%
27 23.317 3506 3511 3517 rBv4 41003 70434 1.88% 0.270%
28 23.411 3519 3527 3537 rvv2 822906 1530108 40.92% 5.870%
29 23.969 3617 3622 3627 rVB7 28414 54158 1.45% 0.208%
Sum of corrected areas: 26064701
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017959.D

Acq On 18 Jul 2015 12:17

Operator : TP/UM

Sample - G3022-01

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017959.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017959.D

Acq On 18 Jul 2015 12:17

Operator : TP/UM

Sample - G3022-01

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.73 6.58 ng 172195 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Dimethadione 129 C5H7NO3 000695-53-4 40
3 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 28
4 3-0Octanol 130 C8H180 020296-29-1 25
5 4-Ethyl-3-octanol 158 C10H220 019781-26-1 23

Abundance Scan 348 (4.733 min): BG017959.D (-343) (-) m/z 43.00 100.00%
a3
59
5000
101
T e TR
83 4.40 4.60 4.80 5.00
Obrrrprrrelfl bl e b e e e rreoes || Mz 58.95  62.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL L R
59 440 460 480 500
m/z 101.00 28.96%
15 101
0 % i ‘ 83
m/z--> 20 45 éo 80 160 120 140 160 180 200 220 240 260 280
Abundance
4359 rryrTTTTT T T T T T T T
4.40 4.60 4.80 5.00
5000 m/z 58.00 16.53%
129
oL 12 86 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)- R R e ABRA
59 4.40 4.60 4.80 5.00
m/z 41.10 8.92%
5000 101
116
o.nw.”w.”.“Z?“.”“.”“.”,””,””,”..”..”..”.w.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017959.D

Acq On 18 Jul 2015 12:17

Operator : TP/UM

Sample - G3022-01

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.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 2 unknown7.12 Concentration Rank 1

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

7.12 66.22 ng 1733630 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (7.118 min): BG017959.D (-746) (-) m/z 132.00 100.00%
132
5000 68
© 54 || 5 % 0em 6.80 7.00 7.20 7.40
0 e~ | m/z 68.10  35.66%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RS AR RS
6.80 7.00 7.20 7.40
31 51 m/z 134.00 32.59%
0"kﬁﬁlw'l'““jg"'l“"w""l'”'l""w"'l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.00 23.45%
33 a4 . 105
o 60 80 115
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl e e e A ERmmaL
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 15.50%
5000 9g 116
0 S | T A .uh.,ﬁw..kk,..“n R }??II o DS VRN A S —
m/z--> 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017959.D

Acq On 18 Jul 2015 12:17

Operator : TP/UM

Sample - G3022-01

Misc :

ALS Vial : 38 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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

Concentration Rank 5

Peak Number 4 Butyl citrate

R.T. EstConc Area Relative to ISTD R.T.
19.34 2.23 ng 172616 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 91
2 Hexanedioic acid, bis(2-methylpr... 258 C14H2604 000141-04-8 50
3 Hexanedioic acid, dibutyl ester 258 C14H2604 000105-99-7 50
4 Butanedioic acid, 2,3-dimethyl-,... 258 C14H2604 056051-57-1 45
5 Adipic acid, di(oct-4-yl ester) 370 C22H4204 1000160-80-1 27

Abundance Scan 2834 (19.339 min): BG017959.D (-2829) (-) m/z 185.00 100.00%
185
129
5000
57 11 259 S I VU W—
87 147 19.00 19.20 19.40 19.60
ol .3$,'|:~. O VO W PR -2 l 281 . m/z 129.00 75.24%
m/z--> 50 100 150 200 250 300 350
Abundance #144807: Butyl citrate
185
129
5000 AR LA BN UM
19.00 19.20 19.40 19.60
41 259 m/z 259.10 22 .36%
‘ 69 87 11 157
O O P = S N/ N -1
m/z--> 50 100 150 200 250 300 350
Abundance
129
57 185 19.00 19.20 19.40 19.60 |
5000 m/z 57.05 22 .35%
29 111
87
) 156 208 555 258
m/z--> 50 100 150 200 250 300 350
Abundance #93142: Hexanedioic acid, dibutyl ester
185 19.00 19.20 19.40 19.60
129 m/z 41.05 19.36%
55
5000 111
87 156
ol -L."-‘ M‘, H L -.l- 1203 o0 2B Yo g
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017959.D

Acq On 18 Jul 2015 12:17

Operator : TP/UM

Sample - G3022-01

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.92 3.94 ng 305015 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 98
2 1-Eicosene 280 C20H40 003452-07-1 97
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 3103 (20.920 min): BG017959.D (-3099) (-) m/z 57.10 100.00%
57
83
5000
139 167 20.60 20.80 21.00 21.20
o 194 222 250 280 308 /7 4310 79 64%
m/z--> 50 100 150 200 250 300 350
Abundance #121980: 1-Docosene
57 97
5000 20.60 20.80 21.00 21.20
29 ‘ 125 - e m/z 55.05  77.92%
oL .i ﬂ‘\ ‘ “‘L.‘ ] I Mlﬁllufog 238 280 | —
m/z--> 50 o 200 250 300 350
Abundance
57 97
20.60 20.80 21.00 21.20
5000 m/z 83.05 75.12%
125
280
o 29 77 153 182 210 252
m/z--> §o 160 1%0 260 250 360 3%0
Abundance #106400: 3-Eicosene, (E)-
20.60 20.80 21.00 21.20
83 m/z 97.05 74 .51%
5000
29 111
o ‘ }‘ I L 1139 167 196 224 252 280
m/z--> 50 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017959.D

Acq On 18 Jul 2015 12:17

Operator : TP/UM

Sample - G3022-01

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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]
2-Pentanone, 4-hy... 4.73 6.6 ng 172195 1 7.58 523617 20.0
unknown7 .12 7.12 66.2 ng 1733630 1 7.58 523617 20.0
Butyl citrate 19.34 2.2 ng 172616 5 21.20 1549290 20.0
1-Docosene 20.92 3.9 ng 305015 5 21.20 1549290 20.0
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