LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060315\
Data File : BF079692.D

Aca On > 4 Jun 2015 7:22

Operator : TP/1Z

Sample = 6G2420-08

Misc :

ALS Vial : 38 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 F\METHODS\8270-BF060315.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 1.393 16 18 20 rvVB2 16979543 23753910 100.00% 42.754%
2 2.273 93 95 109 rvB 72866 237991 1.00% 0.428%
3 2.490 109 114 117 rBY 5022312 7338884 30.90% 13.209%
4 6.136 431 433 435 rBV 2442752 2070148 8.71% 3.726%
5 7.107 516 518 521 rBVY 2042932 2043444 8.60% 3.678%

7.290 531 534 536 rBV 2127395 2251207 9.48% 4._.052%
7.519 552 554 556 rvB 627443 514874 2.17% 0.927%
7.679 566 568 570 rBV 2060464 1734193 7.30% 3.121%
8.079 600 603 605 rBvV 946206 1174732 4._95% 2.114%
8.810 665 667 671 rBvY 787539 705668 2.97% 1.270%

=
QO ~NO®

11 9.885 759 761 764 rVB 2821724 2716677 11.44% 4_.890%
12 10.594 821 823 825 rBV 854744 795380 3.35% 1.432%
13 11.382 890 892 895 rBV 1470034 1445953 6.09% 2.603%
14 12.102 953 955 959 rBvV 574574 1143091 4.81% 2.057%
15 13.417 1067 1070 1072 rBV 626338 567821 2.39% 1.022%

16 13.680 1091 1093 1096 rVB 527580 544311 2.29% 0.980%
17 13.828 1103 1106 1108 rBV 3211166 3117785 13.13% 5.612%
18 14.891 1197 1199 1203 rBV2 198459 307676 1.30% 0.554%
19 15.143 1217 1221 1222 rBvV2 737014 1237589 5.21% 2.227%
20 15.165 1222 1223 1227 rVB 179574 262387 1.10% 0.472%

21 16.548 1340 1344 1351 rBV 138558 420503 1.77% 0.757%
22 17.040 1384 1387 1391 rBV 153087 275366 1.16% 0.496%
23 17.131 1392 1395 1398 rBV 574172 900236 3.79% 1.620%

Sum of corrected areas: 55559826
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF060315\

BF079692.D

4 Jun 2015 7:22

TP/1Z

G2420-08

38 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF060315.M
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 F\DATA\BF060315\
Data File : BF079692.D

Aca On > 4 Jun 2015 7:22

Operator : TP/1Z

Sample = 6G2420-08

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060315.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 3 Propane, 2,2-dimethoxy- Concentration Rank 2

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

2.49 285.08 ng 7338880 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 64
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 1,3-Dioxolane, 2-pentadecyl- 284 C18H3602 004360-57-0 9

Abundance Scan 114 (2.490 min): BF079692.D (-109) (-) m/z 73.10 100.00%
7B
43
5000
89
55 220 2.40 2.60 2.80
O g L 89 060 8 | m/z 43.10 55.06%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 AR U
220 2.40 2.60 2.80
a1 89 m/z 89.10 31.97%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
LR FELELELN FUELEL N SURLELELE SURLELEL UL UL SR FULLL AU
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30 73
220 240 260 280
5000 m/z 41.05 11.21%
58
44
S 39 51
L S L UL L I S SIS UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine R R RAmmmamss o
43 2.20 2.40 2.60 2.80
32 m/z 45.10 8.69%
58 89
5000 18
72
0"'l""l"'z%l""l'"'|'53"'|""|""|""|""| AR U
m/z--> 10 20 30 40 50 60 70 80 90 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060315\
Data File : BF079692.D

Aca On > 4 Jun 2015 7:22

Operator : TP/1Z

Sample = 6G2420-08

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060315.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 unknown7.29 Concentration Rank 3

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

7.29 87.45 ng 2251210 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Amphetaminil 250 C17H18N2 017590-01-1 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 534 (7.290 min): BF079692.D (-531) (-) m/z 132.10 100.00%
132
5000
68
0 st | %6 700 7.20 7.40 7.60
54 - - - -
I e | U P m/z 68.10 34.84%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U UL UL L UL
7.00 7.20 7.40 7.60
31 51 m/z 134.00 33.46%
0"hMH'H'|J”ﬂ|'“'|““'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
700 7.20 7.40 7.60
5000 m/z 66.10 21.52%
91 105
39 51 65 77 117 146 159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal A m e e S
132 7.00 7.20 7.40 7.60
m/z 69.10 13.83%
5000 6
41 97
‘ 53 . ‘ 117
0....“i“..“.“.l“.“l‘.‘.“l‘..‘.‘ﬁlu...“|..H.|....|....|....|....|... R B A ma
m/z--> 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060315\
Data File : BF079692.D

Aca On > 4 Jun 2015 7:22

Operator : TP/1Z

Sample = 6G2420-08

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060315.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 7 Cyclohexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.89 4.97 ng 307676 Chrysene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 97
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
4 Z-8-Hexadecene 224 C16H32 1000130-87-5 89
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 86
Abundance Scan 1199 (14.891 min): BF079692.D (-1197) (-) m/z 57.10 100.00%
g7
83 226
5000
R BN U UL B
14.60 14.80 15.00 15.20
o 200 265283 341 m/z 55.10 92 _45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72491: Cyclohexadecane
55
5000 LR SR I UL UL
29 11 14.60 14.80 15.00 15.20
m/z 43.10 92.28%
JLL L \H ‘\ | 139 167 196 224
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
83 R BN SO UL B
14.60 14.80 15.00 15.20
5000 m/z 83.10 73.92%
111
67
0l 28 139 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
I I I I

Abundance #152927: Trichloroacetic acid, hexadecy! ester T T T
14.60 14.80 15.00 15.20

m/z 226.10 73 .44%

69
5000

125
153 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14.80 15.00 15.20

=
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060315\
Data File : BF079692.D

Acq On > 4 Jun 2015 7:22

Operator : TP/1Z

Sample - G2420-08

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 2.49 285.1 ng 7338880 1 7.52 514874 20.0
unknown7 .29 7.29 87.5 ng 2251210 1 7.52 514874 20.0
Cyclohexadecane 14.89 5.0 ng 307676 5 15.14 1237590 20.0
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