LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\Data\BG030217\
Data File : BG026046.D

Aca On : 3 Mar 2017 1:53

Operator : SJ/MA

Sample : 12056-16

Misc :

ALS Vial : 24 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 3.762 68 72 81 rvB 64611 103140 1.46% 0.252%
2 5.172 306 312 321 rVB 323630 494487 7.01% 1.210%
3 5.642 385 392 404 rBVY 2276296 3578659 50.71% 8.754%
4 7.229 653 662 678 rBY 2113389 3588165 50.85% 8.777%
5 7.605 718 726 742 rBVY 2216567 3776630 53.52% 9.238%

8.069 798 805 812 rBV 370584 646218 9.16% 1.581%
8.398 853 861 871 rBV 1681439 2924667 41.45% 7.154%
9.226 992 1002 1013 rBV 1278141 2235210 31.68% 5.467%
1273 1282 1292 rBV 520125 941475 13.34% 2.303%
13.304 1688 1696 1706 rBY 3439556 5260508 74.55% 12.867%

=
QOO ~NO®
=
o
0o
\l
=

11 14.115 1826 1834 1841 rBV 440085 659715 9.35% 1.614%
12 14.673 1922 1929 1939 rBV2 755121 1222735 17.33% 2.991%
13 16.153 2174 2181 2192 rBV 2367446 3800644 53.86% 9.297%
14 17.405 2387 2394 2401 rBV2 951746 1488560 21.09% 3.641%
15 18.280 2539 2543 2551 rBV2 54003 91589 1.30% 0.224%

16 20.002 2829 2836 2849 rBV 5022311 7056639 100.00% 17.261%
17 21.289 3051 3055 3061 rBV 98289 154993 2.20% 0.379%

18 21.653 3109 3117 3125 rBV 838110 1461625 20.71% 3.575%
19 24.843 3650 3660 3672 rBV2 477216 1396721 19.79%% 3.416%

Sum of corrected areas: 40882380
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\Data\BG030217\
Data File : BG026046.D

Aca On : 3 Mar 2017 1:53

Operator : SJ/MA

Sample : 12056-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG026046.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG030217\
Data File : BG026046.D

Aca On : 3 Mar 2017 1:53

Operator : SJ/MA

Sample : 12056-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Propylene Glycol Concentration Rank 4

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

3.76 3.19 ng 103140 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 86
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 78
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 56
4 2-Butanol 74 C4H100 000078-92-2 40
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9

Abundance Scan 72 (3.762 min): BG026046.D (-68) (-) m/z 45.10 100.00%
4l:
5000
61.1 3.60 3.80 4.00 4.20
39.1 51.1 76.1 84.0
.q““w““”qmq”“pm“”quhn““”qqu”“m““qmq“upm“”q m/z 43.10 17.06%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #938: Propylene Glycol
45.0
5000 R S AL A
3.60 3.80 4.00 4.20
m/z 61.10 8.26%
290 61.0
19.0 || %0‘ 55.0 ° 76.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45.0
360 380 400 420
5000 m/z 44.10 5.64%
29.0
13,0190 39.0 55.0 61.0 76.0
A RARRAFARL) KAL) KA LA SLARNRARLARALE) ALK RARK) LALAARAARN RARANRRAL) ALK RALLY AL RAAM B
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #297: Isopropyl Alcohol R B A B
48.0 3.60 3.80 4.00 4.20
m/z 42.05 3.51%
5000
19.0 27‘-?‘ 39.0 53,0590
miz--> "é""1'6"'1'é'"25"'2%"'35"'35"AB"Aé”éB”é's-;”és'd"é'é"%'d"%'é"é‘é"é's-;"'g'd"" 360 380 400 420
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG030217\
Data File : BG026046.D

Aca On : 3 Mar 2017 1:53

Operator : SJ/MA

Sample : 12056-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 3

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

5.17 15.30 ng 494487 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 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 312 (5.172 min): BG026046.D (-306) (-) m/z 43.10 100.00%
31
59.1
5000
101.1 N A
83.1 4.80 5.00 5.20 5.40 5.60
SO NSY NS T SN £ S m/z 59.10 76.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R S U R
59.0 480 500 520 540 5.60
m/z 101.10 25.46%
27\\'\9 il L ‘ 83.0 10%.0
miz--> 20 40 60 80 100 120 140 160
Abundance
59.0
480 500 520 540 5.60
5000 m/z 58.10 20.91%
43.0 101.0
27.0 83.0
mz-> 20 40 60 80 100 120 140 160
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 480 5.00 5.20 5.40 5.60
m/z 41.05 7.69%
5000 41.0
bl o 126040
m/z--> 20 40 60 80 100 120 140 160 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG030217\
Data File : BG026046.D

Aca On : 3 Mar 2017 1:53

Operator : SJ/MA

Sample : 12056-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown7.60 Concentration Rank 1

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

7.60 116.88 ng 3776630 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 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 725 (7.599 min): BG026046.D (-718) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 M UL UL I
40.1 54.1 || 810 1150 7.20 7.40 7.60 7.80 8.00
e m/z 68.10 40.70%
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 L UL IR
7.20 7.40 7.60 7.80 8.00
310 510 m/z 134.10 33.83%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
720 7.40 7.60 7.80 8.0
5000 67.0 m/z 66.10 26.71%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl AR e A
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.05 15.34%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l /A VRN B C—
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:\HPCHEM1\BNA G\Data\BG030217\
Data File : BG026046.D

Aca On : 3 Mar 2017 1:53

Operator : SJ/MA

Sample : 12056-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.29 2.12 ng 154993 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
Abundance Scan 3055 (21.289 min): BG026046.D (-3051) (-) m/z 83.05 100.00%
43.1 :
5000
21.00 21.20 21.40 21.60
— ‘ Ay 2804 3t m/z 57.15 93.39%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55.0
83.0
5000 LR LN SUULILE U
21.00 21.20 21.40 21.60
1110 m/z 97.10 84 .84%
2704 | i ddﬁwmmM%MBM&Mmo
m/z--> 50 100 150 200 250 300 350
Abundance
550 83.0
21,00 21.20 21,40 21.60
5000 111.0 m/z 43.10 81.34%
27,0 139'0167.0196.02240252.0280.030&0
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 e R AR L S
57.0 |97.0 21.00 21.20 21.40 21.60
m/z 55.10 77.99%
5000
125.0
29.0
J L }5?01810210023802660 30803360
m/z--> 50 100 150 200 250 300 350 21.00 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 : BG026046.D

Acq On : 3 Mar 2017 1:53

Operator : SJ/MA

Sample - 12056-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propylene Glycol 3.76 3.2 ng 103140 1 8.07 646218 20.0
2-Pentanone, 4-hy... 5.17 15.3 ng 494487 1 8.07 646218 20.0
unknown? .60 7.60 116.9 ng 3776630 1 8.07 646218 20.0
5-Eicosene, (E)- 21.29 2.1 ng 154993 5 21.65 1461630 20.0
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