LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091364.D

Aca On : 30 Nov 2016 19:47

Operator : UM/SJ

Sample : H5779-04

Misc :

ALS Vial : 49 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-BF112916.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 5.041 238 241 244 rBV 568258 606301 9.40% 1.656%
2 5.453 275 277 280 rBVY 1332626 1574986 24.42% 4.303%
3 6.482 365 367 369 rBY 1350905 1155314 17.91% 3.156%
4 6.630 377 380 382 rBVY 3046796 3070497 47 .61% 8.388%
5 6.859 398 400 403 rBVY 1147199 1178904 18.28% 3.221%

7.019 411 414 417 rVB 4310409 4405874 68.31% 12.036%
7.430 446 450 452 rBV 3910519 4229330 65.58% 11.554%
8.150 510 513 515 rBV 1754592 1603527 24.86% 4_.381%
9.225 604 607 610 rBV 5079342 6449362 100.00% 17.619%
9.613 639 641 646 rVB 63582 68508 1.06% 0.187%

=
QO ~NO®

11 9.899 664 666 669 rVvB 1764233 1550758 24.05% 4._.236%
12 10.688 732 735 737 rBV 2155978 2177386 33.76% 5.948%
13 10.813 744 746 751 rVB 58847 66352 1.03% 0.181%
14 11.385 793 796 798 rBV 1375713 1391706 21.58% 3.802%
15 11.911 840 842 849 rBV 94523 112382 1.74% 0.307%

16 12.699 908 911 917 rBV 119656 141543 2.19% 0.387%
17 12.974 932 0935 937 rBV 4253114 4740702 73.51% 12.951%

18 14.014 1023 1026 1028 rBV 1134374 1081246 16.77% 2.954%
19 15.443 1148 1151 1154 rBV 852336 1000099 15.51% 2.732%

Sum of corrected areas: 36604777
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091364.D

Aca On : 30 Nov 2016 19:47

Operator : UM/SJ

Sample : H5779-04

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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: BF091364.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091364.D

Aca On : 30 Nov 2016 19:47

Operator : UM/SJ

Sample : H5779-04

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 3

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

5.04 10.29 ng 606301 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 241 (5.041 min): BF091364.D (-238) (-) m/z 42.95 100.00%
43
59
5000
101 I UL SRS L I
4.80 500 5.20 5.40
O Sl 83l er 8 | “w/z 59.00  54.05%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LR UL IR
59 480 500 5.20 540
m/z 58.00 16.09%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
" 4.80 500 520 540
5000 m/z 101.10 14.71%
a1 101
15 31 53 69 83
S S S I I UL UL UL SULILILS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e A EEmas ma
59 4.80 500 5.20 5.40
m/z 41.10 8.39%
5000 41
31
| © g
0% '|'%§'|" "|""|""|??"|""|' "'I""I"'g?l""l' ERE UL SRS AL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091364.D

Aca On : 30 Nov 2016 19:47

Operator : UM/SJ

Sample : H5779-04

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.63 Concentration Rank 2

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

6.63 52.09 ng 3070500 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 380 (6.630 min): BF091364.D (-377) (-) m/z 132.00 100.00%
5000 68
© st | 2o ® e 620 6k Gko ko 750
o} R B m/z 68.10 39.58%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A A R I R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.15%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 26.26%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L S B e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.27%
5000 og M°
o I 89%‘;,&97,\,\",,“_ s 189 S U |
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091364.D

Aca On : 30 Nov 2016 19:47

Operator : UM/SJ

Sample : H5779-04

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.70 2.62 ng 141543 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 83
2 Undecanoic acid 186 C11H2202 000112-37-8 74
3 2.3.4.5-Tetrahvdroxvpentanal 150 C5H1005 053106-52-8 22
4 Hexadecane 226 C16H34 000544-76-3 11
5 Tridecane 184 C13H28 000629-50-5 11
Abundance Scan 911 (12.699 min): BF091364.D (-908) (-) m/z 43.05 100.00%
43
5000
a5 129
o 115 | 143, 171" 100 241 284 12.40 12.60 12.80 13.00
Obrrr i+ m/z 60.00 95.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73
43
5000 R AR R SRR N
129 12140 1260 1280 13.00
115 185 228 m/z 73.00 88.73%
01 143 171
0 "'|""|""|' |T... H‘ MI\III\””\ ”” I‘”llgglg:ll'? ”\” SRR RRARRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
AT e
12.40 12.60 12.80 13.00
5000 43 m/z 57.05 88.62%
85 129143
27 101115 157 186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23000: 2,3,4,5-Tetrahydroxypentanal
78 12.40 12.60 12.80 13.00
m/z 55.05 77 .30%
5000 43
5
. 2 101 119
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300 !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF113016\
Data File : BF091364.D

Acq On : 30 Nov 2016 19:47

Operator : UM/SJ

Sample : H5779-04

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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... 5.04 10.3 ng 606301 1 6.86 1178900 20.0
unknown6 .63 6.63 52.1 ng 3070500 1 6.86 1178900 20.0
Tetradecanoic acid 12.70 2.6 ng 141543 5 14.01 1081250 20.0
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