LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084402.D

Acq On : 12 Jan 2016 2:18

Operator : SJ/UM

Sample : H1066-04

Misc :

ALS Vial : 29 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_F\METHODS\8270-BF123115.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 5.024 256 257 268 rVB 739626 972880 9.81% 1.357%
2 5.459 292 295 298 rBV 5468914 4815014 48_.55% 6.719%
3 6.487 383 385 388 rBV 2749935 2954750 29.79%  4.123%
4 6.624 394 397 399 rBV 8539072 7953890 80.19% 11.098%
5 6.853 414 417 419 rBV 2737340 2311558 23.31% 3.225%

7.013 428 431 433 rVB 8018459 7869328 79.34% 10.980%
7.425 463 467 469 rBV 6618507 7347909 74.08% 10.253%
8.145 527 530 532 rBV 2402856 2917596 29.42% 4.071%
9.219 621 624 626 rBY 10272500 9918483 100.00% 13.840%
9.608 656 658 660 rBvV 250359 263803 2.66% 0.368%

=
QO ~NO®

11 9.893 681 683 685 rBV 3628262 3097753 31.23% 4.322%
12 10.328 718 721 723 rBvV2 209863 267664 2.70% 0.373%
13 10.682 749 752 755 rBV 5363813 5901106 59.50% 8.234%
14 10.796 761 762 767 rVB 181307 262309 2.64% 0.366%
15 11.253 800 802 803 rBvV 93036 123424 1.24% 0.172%

16 11.379 810 813 815 rBV 2970084 2733090 27.56% 3.814%
17 11.596 830 832 837 rBV 103064 159998 1.61% 0.223%
18 12.751 930 933 935 rBV 80046 112598 1.14% 0.157%
19 12.968 949 0952 954 rBV 7654823 7893561 79.58% 11.014%
20 13.871 1028 1031 1039 rBV 114631 221770 2.24% 0.309%

21 14.008 1041 1043 1046 rBV 1885495 1927436 19.43% 2.689%
22 15.437 1165 1168 1171 rBV 1269146 1641544 16.55% 2.291%

Sum of corrected areas: 71667464
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084402.D

Acq On : 12 Jan 2016 2:18

Operator : SJ/UM

Sample : H1066-04

Misc :

ALS Vial :© 29 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084402.D
1le+07

6.62

8000000 7.0

7.42
6000000 5.46

4000000
6.49 6.85

2000000

5.02 \\
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084402.D

le+07 9|22

8000000 12.97

6000000 10.68

4000000 9.89
11.38
8.14
2000000

9.61 10.33 0.80 11.2% 11.60 12.75

-

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF084402.D
1le+07

8000000
6000000
4000000
2000000{ 1401

15.44
13.87 A
0

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084402.D

Acq On : 12 Jan 2016 2:18

Operator : SJ/UM

Sample : H1066-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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.

5.02 8.42 ng 972880 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 257 (5.024 min): BF084402.D (-256) (-) m/z 43.05 100.00%
43
59
5000
101 460 480 500 520 540
et e |27 g 10 57.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR N RN UL
460 4.80 5.00 5.20 5.40
59 101 m/z 101.10 16.84%
Ty ?7"|""|'?q' ??" SRR EREE SRS SIREEBERRY B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 520 540
5000 m/z 58.10 16.33%
41
o9 101
73 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester —rv—v—v—v—rv—v—v—r‘#
43 460 4.80 5.00 5.20 5.40
m/z 41.10 8.47%
57
5000
29 101
"}?I'J“'“"'“I"quqq"lk" S SN DN UL B B
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084402.D

Acq On : 12 Jan 2016 2:18

Operator : SJ/UM

Sample : H1066-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 2 unknown6.62 Concentration Rank 1

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

6.62 68.82 ng 7953890 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 397 (6.624 min): BF084402.D (-394) (-) m/z 132.00 100.00%
132
5000 68
40 54 % J 620 6.40 6.60 6.80 7.00
.':7?...],410?.1.1?.. | m/Z 68.10  46.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR A R
6.20 6.40 6.60 6.80 7.00
m/z 134.00 35.73%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 30.13%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 19.30%
5000 g °
S n,m...“,.nh.,uh..h, W .- N 189 SN | N § GHR—
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084402.D

Acq On : 12 Jan 2016 2:18

Operator : SJ/UM

Sample : H1066-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.30ng 221770 Chrysene-diz 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302  074339-54-1 91
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91

3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 90

5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 87
Abundance Scan 1031 (13.871 min): BF084402.D (-1028) (-) m/z 57.05 100.00%
57
43 83
5000
125 | 13.60 13.80 14.00 14.20
140 161177 . . . .
S— 208 m/z 55.05 75.98%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
83
5000 LA L L L L LN
13.60 13.80 14.00 14.20
29 m/z 43.05 75.51%
139153167181196 224

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
97 LA DAL DAL LR A
13.60 13.80 14.00 14.20
5000 1 m/z 83.10 68.19%
29

126140154168182 210 238250066 295

Wﬁm’mﬁmmwmww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester T T T
7 13.60 13.80 14.00 14.20

m/z 97.05 56.90%

.

83

5000

:

210

126140154 182
dadiVieaa i s S i ifess
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084402.D

Acq On : 12 Jan 2016 2:18

Operator : SJ/UM

Sample : H1066-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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... 5.02 8.4 ng 972880 1 6.85 2311560 20.0
unknown6 .62 6.62 68.8 ng 7953890 1 6.85 2311560 20.0
Trichloroacetic a... 13.87 2.3 ng 221770 5 14.01 1927440 20.0
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