LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\
Data File : BF084029.D

Aca On : 23 Dec 2015 10:19

Operator : UM/SJ

Sample : 6G4919-03

Misc :

ALS Vial : 35 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-BF122215.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 5.013 253 256 267 rBB 346430 530422 31.69% 4.140%
2 5.447 292 294 297 rBV 1273891 1212256 72.42% 9.463%
3 6.476 382 384 387 rBVY 1139469 1168013 69.78% 9.117%
4 6.602 393 395 397 rBVY 1505925 1366214 81.62% 10.664%
5 6.830 413 415 417 rBV 255663 235244 14.05% 1.836%

6.990 426 429 431 rBvY 807857 1081517 64.61% 8.442%
7.390 462 464 467 rBvY 791706 771217 46.07% 6.020%
8.110 525 527 530 rBV 394631 325417 19.44% 2.540%
9.196 619 622 624 rBV 1393150 1673832 100.00% 13.066%
9.585 654 656 658 rBvV 365432 297435 17.77% 2.322%

=
QO ~NO®

11 9.870 678 681 683 rBB 348911 364809 21.79% 2.848%
12 10.659 747 750 752 rBV 988585 1040544 62.17% 8.122%

13 10.773 759 760 765 rBV 22439 28285 1.69% 0.221%
14 11.345 809 810 813 rBV 283616 359816 21.50% 2.809%
15 12.762 932 934 936 rBB 32663 25403 1.52% 0.198%

16 12.934 947 949 952 rBV 1389193 1531351 91.49% 11.953%
17 13.459 994 995 997 rBB 16156 18372 1.10% 0.143%
18 13.837 1025 1028 1036 rBV 73499 117778 7.04% 0.919%
19 13.985 1039 1041 1044 rVB 309093 341531 20.40% 2.666%

20 14.157 1052 1056 1059 rBV 12097 18196 1.09% 0.142%

21 14.465 1081 1083 1089 rBV2 9180 21506 1.28% 0.168%

22 15.425 1164 1167 1171 rVB 171145 264313 15.79% 2.063%

23 16.328 1243 1246 1254 rVB4 6690 17606 1.05% 0.137%
Sum of corrected areas: 12811077
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122215\
Data File : BF084029.D

Aca On : 23 Dec 2015 10:19

Operator : UM/SJ

Sample : G4919-03

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF084029.D
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Abundance TIC: BF084029.D
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Abundance TIC: BF084029.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122215\
Data File : BF084029.D

Aca On : 23 Dec 2015 10:19

Operator : UM/SJ

Sample : G4919-03

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.01 45.10 ng 530422 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 256 (5.013 min): BF084029.D (-253) (-) m/z 43.10 100.00%
48
59
5000
101
460 4.80 500 520 5.40
L, 51 || 83 . 0
R R R SR AN ARAR RRARA RARSA RARAN AARAN LALA RALRS ARSI RARRY m/z 59.10 66.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SN SRR R L
59 460 4.80 5.00 5.20 5.40
m/z 101.10 27 .20%
15 31 101
0 ‘ 1 N 51 . 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520 5.40
5000 M m/z 58.10 16.85%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3092: 5-Hexen-2-one

43 460 4.80 5.00 5.20 5.40
m/z 41.10 9.24%

5000

55

27
15
6371 8 98

o

10 20 30 40 50 60 70 80 90 100 110 120 130 140

S N —

4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122215\
Data File : BF084029.D

Aca On : 23 Dec 2015 10:19

Operator : UM/SJ

Sample : G4919-03

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 unknown6.60 Concentration Rank 1

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

6.60 116.15 ng 1366210 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 395 (6.602 min): BF084029.D (-393) (-) m/z 132.00 100.00%
5000 68
40 2 620 6.40 6.60 6.80 7.00
54 . . : : .
ol fer | yous | m/z 68.10 39.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS RS LR R R
620 6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.67%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 og 116 m/z 66.10 26.51%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.29%
117
5000
29 91
7 1 G e | wl
0 |‘||| II\I\I l:::‘::ﬁ: ||||‘|l‘| —— —— —— S U U G —
m/z--> 20 Jo 60 80 160 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122215\
Data File : BF084029.D

Aca On : 23 Dec 2015 10:19

Operator : UM/SJ

Sample : G4919-03

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 Trichloroacetic acid, hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 6.90 ng 117778 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 87
3 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 83
4 1-Tetracosanol 354 C24H500 000506-51-4 81
5 Acetic acid, trifluoro-, tetrade... 310 C16H29F302 006222-02-2 80
Abundance Scan 1028 (13.837 min): BF084029.D (-1025) (-) m/z 57.10 100.00%
43 97 83 o7
5000 n
125
139453 13.60 13.80 14.00 14.20
0! m/z 83.10 87.99Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
83
97
5000
13.60 13.80 14.00 14.20
125 m/z 97.10 84.16%
o 139153167181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83
97 13.60 13.80 14.00 14.20
5000 m/z 43.10 83.25%
29 111

125
139153167 182196210224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #159526: Pentafluoropropionic acid, octadecy! ester
43 57 13.60 13.80 14.00 14.20
m/z 55.10 83.22%
5000

29 97

111
L | 125139154168182196 224 252
S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122215\
Data File : BF084029.D

Acq On : 23 Dec 2015 10:19

Operator : UM/SJ

Sample - G4919-03

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122215_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]
2-Pentanone, 4-hy... 5.01 45.1 ng 530422 1 6.83 235244 20.0
unknown6 .60 6.60 116.2 ng 1366210 1 6.83 235244 20.0
Trichloroacetic a... 13.84 6.9 ng 117778 5 13.99 341531 20.0
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