LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030217\
Data File : BG026054.D

Aca On : 3 Mar 2017 7:08

Operator : SJ/MA

Sample : 12057-10

Misc :

ALS Vial : 32 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-BG021717.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 5.171 306 312 322 rVB 601614 879187 15.66% 2.592%
2 5.641 385 392 402 rBVY 1709200 2686579 47 .84% 7.921%
3 7.228 653 662 678 rBY 1562213 2808854 50.02% 8.281%
4 7.604 718 726 737 rBVY 1687412 2860305 50.94% 8.433%
5 8.068 798 805 813 rBV 371043 640166 11.40% 1.887%

8.397 851 861 875 rBvV 1272572 2205060 39.27% 6.501%
9.225 994 1002 1011 rBV 943823 1660588 29.57% 4_.896%
10.870 1272 1282 1293 rBV 535937 948853 16.90% 2.797%
13.303 1688 1696 1706 rBV 2632404 4106615 73.13% 12.107%
14.119 1828 1835 1840 rBV 251233 368265 6.56% 1.086%

=
QO ~NO®

11 14.672 1922 1929 1940 rVB2 756449 1250322 22.27% 3.686%
12 16.147 2173 2180 2198 rBV 1820592 2940538 52.36% 8.670%

13 17.157 2345 2352 2355 rBV 49122 62487 1.11% 0.184%
14 17.404 2387 2394 2401 rBV 1036645 1546637 27.54% 4 _.560%
15 17.892 2472 2477 2483 rVB 48923 59776 1.06% 0.176%
16 18.279 2539 2543 2550 rBV3 45372 75568 1.35% 0.223%

17 19.995 2830 2835 2851 rBV 4013042 5615493 100.00% 16.556%
18 21.288 3050 3055 3064 rBV3 85669 156965 2.80% 0.463%
19 21.646 3109 3116 3126 rBV 930118 1557526 27.74% 4_.592%
20 24.842 3650 3660 3672 rBV2 511561 1488224 26.50% 4._.388%

Sum of corrected areas: 33918008
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG030217\
Data File : BG026054.D

Aca On : 3 Mar 2017 7:08

Operator : SJ/MA

Sample - 12057-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG026054.D
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Abundance TIC: BG026054.D
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG026054.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG030217\
Data File : BG026054.D

Aca On : 3 Mar 2017 7:08

Operator : SJ/MA

Sample = 12057-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

5.17 27.47 ng 879187 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 312 (5.171 min): BG026054.D (-306) (-) m/z 43.10 100.00%
431
59.0
5000
101.1
| 83.0 480 5.00 5.20 5.40 5.60
“W”“P“W”“m”W”LP”W””P”W“JP”W“”P“'”“P”W”“P”' m/z 59.05 77.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S SRR R I
59.0 480 500 520 540 560
m/z 101.10 27 .35%
27. 83.0 10}0
miz> b % % b 5 6 70 8 90 100 110 130 130 140 120 180
Abundance
43.0 59.0
480 500 520 540 560
5000 18.0 m/z 58.10 22 .05%

WWWWWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methy!l- TP e
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.57%

5000
43.0

., 80 980 1230 1410 150.0

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIAI

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG030217\
Data File : BG026054.D

Aca On : 3 Mar 2017 7:08

Operator : SJ/MA

Sample = 12057-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.60 Concentration Rank 1

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

7.60 89.36 ng 2860310 1,4-Dichlorobenzene-d4 8.07
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 725 (7.598 min): BG026054.D (-718) (-) m/z 132.10 100.00%
13R.1
5000 68.1
0 %1 250 T 750 78 50
40.1 54.1 . . . . .
pre | useo m/z 68.10 40.08%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R LR UL L
7.20 7.40 7.60 7.80 8.00
310 510 m/z 134.10 32.52%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.10 25.96%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! RREE SR E s e s
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 15.04%
74.0
5000 9go 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R ERARE RS B
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG030217\
Data File : BG026054.D

Aca On : 3 Mar 2017 7:08

Operator : SJ/MA

Sample = 12057-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Heptafluorobutyric acid, n-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.29 2.02 ng 156965 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 93
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 3-Eicosene. (BE)- 280 C20H40 074685-33-9 92
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 3055 (21.288 min): BG026054.D (-3050) (-) m/z 57.10 100.00%
57.1 971
5000
2712 3118 1100 2120 2140 2160
el : m/z 97.10 94 .83%
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0
97.0
5000
21.00 21.20 21.40 21.60
1660 m/z 83.10 91.44%
2 H \h H - 1990 2410 320
m/z--> 50 200 250 300 350
Abundance
57.0 (97.0
21.00 21.20 21.40 21.60
5000 m/z 69.05 79.31%
27.0 1390 1e10 222.0 2640294.0 334.0 378.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #127771: 3-Eicosene, (E)- e T T T
57.0 21.00 21.20 21.40 21.60

m/z 43.15 78 .05%

97.0
5000
27.0
x‘ i JPF-‘? 167.0 210.0 280.0
AL LA DL T, 1670 2100

m/z--> 50 100 150 200 250 300 350 21. OO 21. 20 21. 40 21 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030217\
Data File : BG026054.D

Acq On : 3 Mar 2017 7:08

Operator : SJ/MA

Sample - 12057-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.17 27.5 ng 879187 1 8.07 640166 20.0
unknown? .60 7.60 89.4 ng 2860310 1 8.07 640166 20.0
Heptafluorobutyri... 21.29 2.0 ng 156965 5 21.65 1557530 20.0
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