LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016818.D

Aca On : 30 Apr 2015 4:22

Operator : TP/1Z

Sample : 6G2031-08

Misc :

ALS Vial : 24 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 4.668 332 337 346 rVB 111717 156410 5.85% 0.912%
2 5.156 414 420 435 rBV 875268 1277810 47.78% 7.453%
3 6.766 687 694 708 rBV 922770 1432678 53.57% 8.356%
4 7.101 744 751 764 rBV 961718 1522405 56.93% 8.879%
5 7 .559 823 829 839 rBV 189849 297525 11.13% 1.735%
6 7.882 876 884 895 rBV 699114 1102530 41.23% 6.430%
7 8.722 1020 1027 1037 rBV 529324 878400 32.85% 5.123%
8 10.350 1297 1304 1316 rBV 268316 460153 17.21% 2.684%
9 12.835 1720 1727 1740 rBV 1482119 2103095 78.64% 12.266%
10 13.687 1866 1872 1883 rVB 59787 90822 3.40% 0.530%

11 14.222 1956 1963 1971 rBV2 425084 636571 23.80% 3.713%
12 15.720 2211 2218 2229 rBV 946346 1352425 50.57% 7.888%

13 15.937 2249 2255 2266 rBV3 16355 30274 1.13% 0.177%
14 16.966 2424 2430 2435 rBV2 507951 712696 26.65% 4._.157%
15 17.007 2435 2437 2443 rVB 41732 50071 1.87% 0.292%
16 17.876 2581 2585 2593 rBV3 36888 61815 2.31% 0.361%

17 19.034 2776 2782 2787 rBV 101083 146999 5.50% 0.857%
18 19.392 2834 2843 2851 rBV 96361 175644 6.57% 1.024%
19 19.604 2873 2879 2895 rVB 2187734 2674306 100.00% 15.598%

20 20.409 3011 3016 3020 rBVS5 17877 27835 1.04% 0.162%
21 20.873 3091 3095 3103 rVB3 131844 195705 7.32% 1.141%
22 21.072 3126 3129 3133 rVB 38556 43823 1.64% 0.256%
23 21.155 3137 3143 3148 rVV 605903 851642 31.85% 4.967%
24 21.190 3148 3149 3157 rVV 53013 61727 2.31% 0.360%
25 21.266 3159 3162 3166 rBV6 21565 27770 1.04% 0.162%
26 21.308 3166 3169 3175 rVV3 25630 33799 1.26% 0.197%

27 23.352 3511 3517 3528 rVB2 393480 740783 27.70% 4.321%

Sum of corrected areas: 17145713
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Titl

TIC Library :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG042915\

- BG016818.D

= 30 Apr 2015 4:22

: TP/1Z

: G2031-08

- 24 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA G\METHODS\8270-BG042915.M

e - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016818.D

Aca On : 30 Apr 2015 4:22

Operator : TP/1Z

Sample : 6G2031-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG042915.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.67 10.51 ng 156410 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17

Abundance Scan 337 (4.668 min): BG016818.D (-332) (-) m/z 43.05 100.00%
43
59
5000 101
a3 440 460 4.80 5.00
bt 20l S L Tm/z 59.10  68.04%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L B L UL UL
59 440 460 480 5.00
m/z 101.10 37.16%
o 25 31 37 83 g3 101
miz--> A N A
Abundance
43
440 460 480 500
0
5000 101 m/z 58.10 18.52%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #248: Guanidine
3 50 440 460 4.80 5.00
m/z 41.05 8.06%
5000 18
28
0"'ﬁ%”'w'““$"'w"'w"'w"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016818.D

Aca On : 30 Apr 2015 4:22

Operator : TP/1Z

Sample : 6G2031-08

Misc :

ALS Vial : 24 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.

7.10 102.34 ng 1522410 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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 751 (7.101 min): BG016818.D (-744) (-) m/z 132.00 100.00%
5000
68
0 54 7 4 % 105116 680 7.00 7.20 7.40
o} B B o o m/z 134.00 33.41%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R U L LS LA
6.80 7.00 7.20 7.40
2 51 78 m/z 68.10 32.64%
0 ‘ L1 H (1 L 1
L S L I UL SR UL UURLL L UL
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 20.19%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L e R
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 12 .45%
5000 og M°
ob I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8? A Y 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 : BG016818.D

Aca On : 30 Apr 2015 4:22

Operator : TP/1Z

Sample : 6G2031-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG042915.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 4 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.87 4.60 ng 195705 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 93
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
4 1-Hexacosanol 382 C26H540 000506-52-5 83
5 1-Tetracosanol 354 C24H500 000506-51-4 83
Abundance Scan 3095 (20.873 min): BG016818.D (-3091) (-) m/z 83.10 100.00%
57 83
2000 i dwhhwﬁwﬂvNMJ\kNwdwa_ﬁﬁM
139 226 20,60 20.80 21.00 21.20
168194 280 : : : :
Ob b A B A LG 2 e m/Zz 57.10 99.45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72491: Cyclohexadecane
55 g3
5000 A BN UL SR
29 1n 20,60 20.80 21.00 21.20
m/z 97.10 93.64%
O\mwmm
m/z--> 50 250 300 350 400 450 '
Abundance
43
20,60 20.80 21.00 21.20
5000 83 m/z 43.10 83.08%
111
o 139167 196 224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester Rl B B
43 20.60 20.80 21.00 21.20
m/z 69.10 79.92%
69
5000 97
. ‘ | | 125 160195 204 252
mzs % 1o 1o 200 2 30 %o 4o o 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 : BG016818.D

Acq On = 30 Apr 2015 4:22

Operator : TP/1Z

Sample - G2031-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG042915.M
Quant Title : 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._67 10.5 ng 156410 1 7.56 297525 20.0
unknown?7 .10 7.10 102.3 ng 1522410 1 7.56 297525 20.0
Cyclohexadecane 20.87 4.6 ng 195705 5 21.16 851642 20.0
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