LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101817\
Data File : BG029345.D

Aca On : 18 Oct 2017 23:50

Operator : SJ/JU

Sample - 15836-01

Misc :

ALS Vial : 9 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:\HPCHEM1\BNA G\METHODS\8270-BG101617.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 5.245 326 333 339 rBV 224219 341413 6.11% 1.202%
2 5.721 406 414 425 rVB 1182295 1901725 34.06% 6.695%
3 7.319 678 686 703 rBY 1161233 2183123 39.10% 7.686%
4 7.701 743 751 758 rBVY 1169872 2022030 36.21% 7.119%
5 8.165 821 830 837 rBV 224952 385485 6.90% 1.357%

8.494 878 886 898 rVvB 870682 1528930 27.38% 5.383%
9.334 1020 1029 1036 rBvV 679551 1238509 22.18% 4 _360%
10.985 1301 1310 1318 rBV 327616 581403 10.41% 2.047%
2112968 3239523 58.02% 11.405%
14.228 1856 1862 1868 rBVY 294009 428738 7.68% 1.509%
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11 14.786 1950 1957 1966 rVB2 544033 872959 15.63% 3.073%
12 16.126 2178 2185 2192 rVB 56075 86999 1.56% 0.306%
13 16.267 2202 2209 2225 rBV 1964032 2961262 53.04% 10.426%
14 17.524 2416 2423 2429 rBV 795727 1220918 21.87% 4.298%
15 18.388 2564 2570 2581 rBV 104317 172894 3.10% 0.609%

16 19.651 2781 2785 2796 rBV4 34746 69595 1.25% 0.245%
17 20.110 2857 2863 2871 rVB 3974205 5583427 100.00% 19.658%
18 21.414 3081 3085 3096 rBV6 33534 66903 1.20% 0.236%

19 21.790 3142 3149 3157 rBV 910171 1511142 27.06% 5.320%
20 23.288 3397 3404 3419 rBV 209623 463092 8.29% 1.630%
21 25.098 3700 3712 3731 rBV2 518961 1543340 27.64% 5.434%

Sum of corrected areas: 28403410
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101817\
Data File : BG029345.D

Aca On : 18 Oct 2017 23:50

Operator : SJ/JU

Sample - 15836-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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: BG029345.D

3500000
3000000
2500000
2000000

1500000
5.72 7.32 7.70

1000000 8.49
9.33

500000
5.24 8.16 10.98

R e SSRM, WSSME | MRS TSRS L SRR SRS SN L S 4 R

Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG029345.D

20111
3500000
3000000
2500000
13.41
2000000 16.27
1500000
21.79
1000000 175

14.79
500000 14.23

16 ]J% 18.39 19.65 || 21.41

ottt e e e e e e T TR

Time--> 13.50 14.00 14.50 15.00 15.50 16. OO 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: BG029345.D

3500000

3000000

2500000

2000000

1500000

1000000

25.10

500000 23.29

e ERREEE e P EREE RIS e e P EABBEBEERNEEEES s

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101817\
Data File : BG029345.D

Aca On : 18 Oct 2017 23:50

Operator : SJ/JU

Sample - 15836-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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.

5.24 17.71 ng 341413 1,4-Dichlorobenzene-d4 8.16
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-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 9

Abundance Scan 332 (5.239 min): BG029345.D (-326) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 UL L I L R
| 83.0 | 5.00 5.20 5.40 5.60
Or e e e e e m/z 59.00 55.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N L UL UL L
59.0 500 520 540 5.60
0
150 4, 1010 m/z 101.00 17.95%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
500 520 540 5.60
5000 41.0 m/z 58.00 14.76%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R Rmam s
43.0 5.00 5.20 5.40 5.60
m/z 41.05 7.67%
5000
101.0
150 310 | BPg90 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101817\
Data File : BG029345.D

Aca On : 18 Oct 2017 23:50

Operator : SJ/JU

Sample - 15836-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 unknown7.70 Concentration Rank 1

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

7.70 104.91 ng 2022030 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 751 (7.701 min): BG029345.D (-743) (-) m/z 131.95 100.00%
131.9
5000 68.0
96.0 U IR L R R
40.0 54 J 7.40 7.60 7.80 8.00
ML@}-?, a0 W m/z 68.00 40.79%
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 R UL L
7.40 7.60 7.80 8.00
310 510 m/z 134.00 33.08%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 26 .40%
51.0 70.0 86.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I N EEEE Sy
57.0 132.0 7.40 7.60 7.80 8.00
4.0 m/z 69.00 16.82%
5000 98.0 116.0
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| RN B S
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101817\
Data File : BG029345.D

Aca On : 18 Oct 2017 23:50

Operator : SJ/JU

Sample - 15836-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.39 2.83 ng 172894 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 2570 (18.388 min): BG029345.D (-2564) (-) m/z 73.00 100.00%
43.0 | 730
5000 129.0 ?s
18.00 18.20 18.40 18.60 18.80
m/z 60.00 95.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 U AR AR
83.0 1800 1820 1840 1860 1880
J 1570 1gs0 2180 2560 m/z 43.05 89.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 | 73.0
18.00 18.20 18.40 18.60 18.80
5000 129.0 m/z 41.00 82.11%
97.0 199.0
1570 242.0
15.0 178.0
Wmmwwwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid R e B e B
73.0 18.00 18.20 18.40 18.60 18.80
43.0 m/z 57.05 78.29%
5000 129.0
171.0
W et
Il‘l”‘l‘l\“ulml‘lh" IHMHIIHII\“IIwI\II ||||‘|||||||‘||| ”I‘I AR EREEIEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101817\
Data File : BG029345.D

Aca On : 18 Oct 2017 23:50

Operator : SJ/JU

Sample - 15836-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 5 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.29 6.13 ng 463092 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 97
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
3 Tetradecanamide 227 C14H29NO 000638-58-4 83
4 Dodecanamide 199 C12H25N0 001120-16-7 53
5 Nonanamide 157 C9H19NO 001120-07-6 53
Abundance Scan 3404 (23.288 min): BG029345.D (-3397) (-) m/z 59.00 100.00%
54.0
5000 ]\\“
0 1280, orontainion 2002203 aseg | 2900 2020 2310 2363
A g Tt T m/z 72.00 66.76%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000
23.00 23.20 23.40 23.60
290‘ m/z 55.00 53.40%
: 86.0 126.0
— \‘I \I‘ IM M;\ ‘.“H.“Hi gl b ;15|4'|0|18|4'|0| i |2|38|'0| i |28I1'9| ———
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
' 23.00 23.20 23.40 23.60
5000 m/z 41.00 32.49%
137.0
97.0
165.0193.0  240.0267.0294.0 3370
m/z--> 50 100 150 200 250 300 350
Abundance #83610: Tetradecanamide L A BN
54.0 23.00 23.20 23.40 23.60
m/z 43.05 31.18%
h WL”\
97.0 . 227.0
m/z--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101817\
Data File : BG029345.D

Acq On : 18 Oct 2017 23:50

Operator : SJ/JU

Sample - 15836-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .M
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]
2-Pentanone, 4-hy... 5.24 17.7 ng 341413 1 8.16 385485 20.0
unknown?7 .70 7.70 104.9 ng 2022030 1 8.16 385485 20.0
n-Hexadecanoic acid 18.39 2.8 ng 172894 4 17.52 1220920 20.0
9-Octadecenamide, ... 23.29 6.1 ng 463092 5 21.79 1511140 20.0
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