LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG122117\
Data File : BG031690.D

Aca On : 22 Dec 2017 1:37

Operator : SJ/JU

Sample : 17002-04

Misc :

ALS Vial : 17 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-BG122117.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 3.446 21 27 39 rBv2 42430 92901 2.20% 0.470%
2 5.737 412 417 425 rBV 41494 68775 1.63% 0.348%
3 6.243 494 503 516 rBV 709252 1220360 28.88% 6.177%
4 7.923 778 789 805 rBV 710402 1379142 32.63% 6.980%
5 8.340 852 860 872 rBV 741809 1379383 32.64% 6.982%

8.828 936 943 953 rBV 141904 259089 6.13% 1.311%
9.163 991 1000 1013 rBV 571870 1081954 25.60% 5.476%
1136 1147 1156 rBV 401523 746118 17.65% 3.776%
11.719 1426 1435 1443 rBVY 200158 382148 9.04% 1.934%
14.092 1831 1839 1853 rVB 1541759 2520235 59.63% 12.756%
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11 14.886 1968 1974 1982 rBV 117366 177814 4.21% 0.900%
12 15.461 2064 2072 2080 rBvV2 379759 635407 15.03% 3.216%
13 16.936 2316 2323 2331 rBV 1443168 2243544 53.09% 11.355%
14 18.199 2530 2538 2549 rBV2 549167 893028 21.13% 4_.520%

15 19.022 2673 2678 2689 rBV2 66189 98876 2.34% 0.500%
16 20.256 2884 2888 2897 rBV3 49341 74688 1.77% 0.378%
17 20.732 2963 2969 2981 rVB 3032322 4226204 100.00% 21.390%
18 22.112 3199 3204 3210 rVB4 39337 62586 1.48% 0.317%

19 22.559 3272 3280 3288 rBB2 566290 1092555 25.85% 5.530%
20 26.343 3912 3924 3938 rBV2 330613 1122647 26.56% 5.682%

Sum of corrected areas: 19757454
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031690.D

Aca On - 22 Dec 2017 1:37

Operator : SJ/JU

Sample - 17002-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG122117.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: BG031690.D
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2500000
2000000
1500000

1000000
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3.45 5.74 8.83
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Time--> 3.50 4.00 4.50 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG031690.D
3000000 20.73

11.72

2500000

2000000

14.09
1500000 16.94

1000000

18.20 22.56
500000 15.46
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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: BG031690.D
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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

8270-BG122117.M Fri Dec 22 16:51:32 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031690.D

Aca On : 22 Dec 2017 1:37

Operator : SJ/JU

Sample : 17002-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 2-Hexanol, 2-methyl- Concentration Rank 4

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

5.74 5.31 ng 68775 1,4-Dichlorobenzene-d4 8.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 10
4 2-Propanone. 1-cvclopropvl- 98 C6H100 004160-75-2 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 417 (5.737 min): BG031690.D (-412) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1 PGSV I WSS
83.0 5.40 5.60 5.80 6.00
..,....,....,....','.':..5,1-.0.~!.|,....,....,.-...,...:,...., m/z 59.05 65.56%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8358: 2-Hexanol, 2-methyl-
59.0
5000 AR I U R UL
5.40 5.60 5.80 6.00
310 43.0 101.0 m/z 101.10 25.74%
50l il sy o O |
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
540 560 580 600
5000 59.0 m/z 58.10 16.22%
31.0 83.0 g3 1010
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59.0 5.40 5.60 5.80 6.00
m/z 42.10 8.31%
41.0
5000
86.0
l, s10, | 8990 1010
miz--> 0 20 30 40 50 60 70 8 90 100 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031690.D

Aca On : 22 Dec 2017 1:37

Operator : SJ/JU

Sample : 17002-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 3 unknown8.34 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.34 106.48 ng 1379380 1,4-Dichlorobenzene-d4 8.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 860 (8.340 min): BG031690.D (-852) (-) m/z 132.00 100.00%
132.0
5000
68.1
R AR TR
40.1 54.0 |‘| 610 9‘?-0 J 8.00 8.20 8.40 8.60
A I B o L B B B B m/z 134.00 33.11%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LILE BNLINLIL LI LI L LN L |
8.00 8.20 8.40 8.60
310 510 m/z 68.10 32.39%
S R RN WU N | N | S —
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
R RRREE R
8.00 8.20 8.40 8.60
5000 67.0 m/z 66.00 19.67%
41.0 97.0
117.0
54,0 81.0
e e e T e T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R R R L
57.0 132.0 8.00 8.20 8.40 8.60
240 m/z 96.00 13.51%
116.0
5000 98.0
SN S A I O N1 SO | U
m/z--> 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031690.D

Aca On : 22 Dec 2017 1:37

Operator : SJ/JU

Sample : 17002-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.02 2.21 ng 98876 Phenanthrene-d10 18.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Octadecanoic acid 284 C18H3602 000057-11-4 43

Abundance Scan 2678 (19.022 min): BG031690.D (-2673) (-) m/z 73.00 100.00%
73.0
5000
18.80 19.00 19.20 19.40
m/z 60.00 82.73%
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0
129.0 18.80 19.00 19.20 19.40
213.0 m/z 43.10 75.92%
‘ ‘ 171.0 |
: |“| Hlﬂ‘ul “l‘:””:“‘hl“ N‘:“ﬁ A | ‘: I‘ I‘Iml - ‘: T
m/z--> 50 100 150 200 250 300 350
Abundance
43,0 730
18.80 19.00 19.20 19.40
5000 129.0 m/z 55.10 67 .59%
171.0
214.0
m/z--> o 'éol B 160" "150" "260" "250" ' 560" ' ééo" B
Abundance #95855: Pentadecanoic acid
43.0 73.0 18.80 19.00 19.20 19.40
m/z 57.10 61.40%
5000 129.0
‘ 199.0 242.0
— Lillll III”IJII J”:“l Illlsplq I{I \l e — T
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122117\
Data File : BG031690.D

Acq On : 22 Dec 2017 1:37

Operator : SJ/JU

Sample : 17002-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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-Hexanol, 2-methyl- 5.74 5.3 ng 68775 1 8.83 259089 20.0
unknown8.34 8.34 106.5 ng 1379380 1 8.83 259089 20.0
n-Hexadecanoic acid 19.02 2.2 ng 98876 4 18.20 893028 20.0
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