LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033688.D

Aca On > 9 Apr 2018 19:47

Operator : SJ/JU

Sample : J2236-07

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-BG031918.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 3.475 26 32 43 rBV 180158 393112 11.07% 2.345%
2 3.569 43 48 63 rvB 162706 269438 7 .59% 1.608%
3 6.283 504 510 524 rBV 218936 466861 13.15% 2.785%
4 7.969 790 797 809 rBV 113253 295976 8.33% 1.766%
5 8.369 858 865 882 rBV 507743 1083849 30.52% 6.467%
6 8.857 942 948 963 rBVY3 108837 257827 7.26% 1.538%
7 9.192 997 1005 1025 rBV 545675 1096941 30.89% 6.545%
8 10.055 1145 1152 1165 rBV 419025 934204 26.30% 5.574%
9 11.742 1428 1439 1462 rBV 170706 405604 11.42% 2.420%
10 14.103 1834 1841 1856 rBVY 1379141 2333304 65.70% 13.921%
11 14.897 1969 1976 1986 rvB2 41145 75560 2.13% 0.451%
12 15.302 2039 2045 2050 rBvV 28265 38572 1.09% 0.230%
13 15.472 2068 2074 2083 rBV2 335009 601205 16.93% 3.587%
14 16.242 2200 2205 2211 rVB 36102 51061 1.44% 0.305%

15 16.947 2318 2325 2340 rBV 1148273 1921058 54.09% 11.462%

16 17.094 2345 2350 2359 rVB 31857 62362 1.76% 0.372%
17 18.205 2532 2539 2552 rBV 495716 854926 24.07% 5.101%
18 19.004 2670 2675 2681 rBV2 71781 114642 3.23% 0.684%
19 20.725 2962 2968 2983 rBV 2672713 3551621 100.00% 21.190%
20 22.065 3191 3196 3206 rBV2 85988 147605 4.16% 0.881%

21 22.547 3269 3278 3290 rBV2 448914 931070 26.22% 5.555%
22 26.313 3908 3919 3936 rvB2 254103 874055 24.61% 5.215%

Sum of corrected areas: 16760853
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033688.D

Aca On 9 Apr 2018 19:47

Operator : SJ/JU

Sample : J2236-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG031918.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: BG033688.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033688.D

Aca On : 9 Apr 2018 19:47

Operator : SJ/JU

Sample : J2236-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.57 20.90 ng 269438 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 53
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 48 (3.569 min): BG033688.D (-43) (-) m/z 73.00 100.00%
7B
5000 43 /\\
340 360 380  4.00
...\“.!..,....,..1.8?,....,......3.3.6,....,4?0. m/z 43.00 42.26%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 340 360 3. 4.00
m/z 55.05 30-70%

e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
73

3.40 3.60 380 4.00

5000 a1 m/z 87.00 26.80%
97 129
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1877: Acetamide, N-ethyl- e
30 340 360 380 4.00

m/z 41.00 10.79%

5000 87 4[\\/\L_
| 159 i

T
m/z--> 0 50 100 150 200 250 300 350 400 340 3. 60 3. 80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033688.D

Aca On : 9 Apr 2018 19:47

Operator : SJ/JU

Sample : J2236-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.37 Concentration Rank 2

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

8.37 84 .08 ng 1083850 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 22

Abundance Scan 865 (8.369 min): BG033688.D (-858) (-) m/z 132.00 100.00%
132
5000
yid TR i 8h0 5k sho 8ho 8
el 22 ot | m/Zz 68.00  52.40%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RS AR SRR N
8.00 8.20 8.40 860 8.80
m/z 66.00 36.25%
31 51 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132
8.00 8.0 8.40 8.60 8.80
5000 97 m/z 134.00 32.18%
70
31
51 116
mwﬁmﬂmmwwm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #52379: Tranylcypromine-propionyl e R
57 132 8.00 8.20 8.40 860 8.80
24 m/z 68.95 23.31%
5000 og 116 j\\ﬁ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 800 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033688.D

Aca On : 9 Apr 2018 19:47

Operator : SJ/JU

Sample : J2236-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.00 2.68 ng 114642 Phenanthrene-d10 18.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 18
Abundance Scan 2674 (18.998 min): BG033688.D (-2670) (-) m/z 73.00 100.00%
43 60 73
5000
18/60 18.80 19.00 19.20 19.40
m/z 43.00 90.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 6073
5000 129 SRR DU R B
- 18. 60 18 80 19. oo 19. 20 19. 40
m/z 60.00 90.72%
157
EL3 | M 148
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
29 18.60 18.80 19.00 19.20 19.40
5000 m/z 41.00 82.42%
o 129 242
199
101115 1431571711857 213596
m/z--> 25 45 65 85 160 150 150 160 180 200 220 240 2éo
Abundance #39474: n-Decanoic acid e AR RS m e e
60 73 18.60 18.80 19.00 19.20 19.40
m/z 55.00 78.27%
129
5000
3
87
I Lot L[ e 172
pl 1l I
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 160 180 200 220 24'10 2('30 18.60 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033688.D

Aca On : 9 Apr 2018 19:47

Operator : SJ/JU

Sample : J2236-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 6 3-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22 .06 3.17 ng 147605 Chrysene-di12 22.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 98
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 94
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
4 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance Scan 3195 (22.059 min): BG033688.D (-3191) (-) m/z 57.05 100.00%
57 83
e M__/\.J\'\M
139 207 | 21.80 22.00 22.20 22.40
171 229 266 341 372 : : : :
—L 309 Y5 "m/z 43.00 95.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104188: 3-Octadecene, (E)-
41 || 69
97
5000 U IR SRR SUNILR B
21.80 22.00 22.20 22.40
m/z 83.00 87.12%
125
il \\h | “\ 154 182 224 252
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
69
97 21.80 22.00 22.20 22.40
5000 m/z 55.00 85.57%
123
153 196 222 269
mz-> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecyl ester T
57 8 21.80 22.00 22.20 22.40
m/z 69.00 81.63%
5000 111
29
.[%.J.j.k.n}ﬁgr}QS.. 210 ?%8,?6§.%9?.. I L R T
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040918\
Data File : BG033688.D

Acq On 9 Apr 2018 19:47

Operator : SJ/JU

Sample - J2236-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]
Butane, 2-methoxy... 3.57 20.9 ng 269438 1 8.86 257827 20.0
unknown8 .37 8.37 84.1 ng 1083850 1 8.86 257827 20.0
Tridecanoic acid 19.00 2.7 ng 114642 4 18.20 854926 20.0
3-Octadecene, (E)- 22.06 3.2 ng 147605 5 22.55 931070 20.0
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