LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010918\
Data File : BG031959.D

Acq On : 9 Jan 2018 23:19

Operator : SJ/JU

Sample - J1038-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-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 height area % max. total
1 3.422 16 23 33 rBv 103351 204062 3.65% 0.869%
2 3.511 33 38 47 rVB 88843 137127 2.46% 0.584%
3 6.207 489 497 508 rBvV 412524 719509 12.89% 3.064%
4 7.882 774 782 797 rVB 269300 497033 8.90% 2.116%
5 8.293 844 852 862 rBVY 834111 1525412 27.32% 6.495%

6 8.781 927 935 950 rBV 182204 332250 5.95% 1.415%
7 9.116 984 992 1005 rBV 830446 1571673 28.15% 6.692%
8 9.979 1129 1139 1151 rBV 599832 1147356 20.55% 4 _.885%
9 11.666 1418 1426 1437 rBV 267224 491869 8.81% 2.094%
10 14.039 1822 1830 1844 rVB 2382754 3788448 67.85% 16.131%
11 15.408 2057 2063 2072 rVB2 468093 818347 14.66% 3.485%
12 16.578 2257 2262 2272 rVB4 27544 60330 1.08% 0.257%
13 16.742 2284 2290 2295 rBV2 41109 66548 1.19% 0.283%

14 16.883 2307 2314 2324 rBV 1843962 2962048 53.05% 12.612%
15 18.140 2522 2528 2537 rVV 633614 1007069 18.04% 4.288%

16 18.957 2662 2667 2673 rBv4 70991 105668 1.89% 0.450%
17 20.197 2873 2878 2885 rBV2 86112 134377 2.41% 0.572%
18 20.673 2953 2959 2969 rBV 3882430 5583812 100.00% 23.776%
19 22.482 3258 3267 3276 rBV2 610348 1183505 21.20% 5.039%
20 26.207 3889 3901 3916 rBV 345529 1148847 20.57% 4.892%

Sum of corrected areas: 23485290
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010918\
Data File : BG031959.D

Acq On : 9 Jan 2018 23:19

Operator : SJ/JU

Sample - J1038-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG031959.D
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Abundance TIC: BG031959.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010918\
Data File : BG031959.D

Acq On : 9 Jan 2018 23:19

Operator : SJ/JU

Sample - J1038-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.51 8.25 ng 137127 1,4-Dichlorobenzene-d4 8.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 38 (3.511 min): BG031959.D (-33) (-) m/z 73.05 100.00%

73
5000
43 55 87

340 360 380
o S 1 M S D m/z 43.05 29.82%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 ALUPELI A L
3.40 360 380
5 87 m/z 87.10 27.90%
o T \‘ |, 80
|||||||||||||
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance
73 A
87 .
3.40 360 380
5000 41 55 m/z 55.05 25.06%
29
Ol S LML 80 L 87 12 129
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol L e

73 3 40 3. 60 3. 80
m/z 71.10 9.54%

55
43
5000
ol 1o \\\ “ , 81

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.40 360 380
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010918\
Data File : BG031959.D

Acq On : 9 Jan 2018 23:19

Operator : SJ/JU

Sample - J1038-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
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 unknown8.29 Concentration Rank 2

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

8.29 91.82 ng 1525410 1,4-Dichlorobenzene-d4 8.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 851 (8.287 min): BG031959.D (-844) (-) m/z 131.95 100.00%
5000
68
0 s || e ? J "5h0 %0 540 560
54 - - - -
oo M (7 87 L psus W 577 134.00  33.43%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL R L
8.00 8.20 8.40 8.60
2 51 78 m/z 68.10 32.69%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
800 820 8.40 8.60
5000 67 m/z 66.10 22.45%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R R A Ra
57 132 8.00 8.20 8.40 8.60
24 m/z 96.10 15.07%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, Y | 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010918\
Data File : BG031959.D

Acq On : 9 Jan 2018 23:19

Operator : SJ/JU

Sample - J1038-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.96 2.10 ng 105668 Phenanthrene-d10 18.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
2 Tridecanoic acid 214 C13H2602 000638-53-9 47
3 Dodecanoic acid 200 C12H2402 000143-07-7 46
4 Undecanoic acid 186 C11H2202 000112-37-8 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 2667 (18.957 min): BG031959.D (-2662) (-) m/z 73.00 100.00%

73

5000

18.60 18.80 19.00 19.20

0 m/z 60.00 76.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129

18.60 18.80 19.00 19.20

m/z 43.10 76.19%
213
J;H, 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
e N
43 57 18.60 18.80 19.00 19.20
5000 m/z 55.05 67 .86%
129
29 87 115 171185 214
0l.15 ip1 152 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61117: Dodecanoic acid e B B s B S
73 18.60 18.80 19.00 19.20
43 m/z 57.10 60.36%
51
5000
29 129 200
7101115 143157171
ok “h I “.ﬂhﬂkW‘Ak.m”‘...nﬁgﬁw.”..”.”.w”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010918\
Data File : BG031959.D

Acq On : 9 Jan 2018 23:19

Operator : SJ/JU

Sample - J1038-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
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 6 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.20 2.67 ng 134377 Phenanthrene-d10 18.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 42

Abundance Scan 2879 (20.203 min): BG031959.D (-2873) (-) m/z 73.00 100.00%

5000

19.80 20.00 20.20 20.40 20.60

0 m/z 55.10 86.43%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43 73
5000 129 NI L L L L L L
9 19.80 20.00 20.20 20.40 20.60
H / 185 o 2B m/z 43.05 82.77%
PR TN T~
m/z--> 50 100 150 200 250 300 350
Abundance
60
A e i S e
41 19.80 20.00 20.20 20.40 20.60
5000 129 m/z 60.00 73.84%
83
157 213 256
102 185
ol Al ot L L
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 19.80 20.00 20.20 20.40 20.60
m/z 41.00 65.86%
73
5000 284
129
97
185 213 241
o Al [ 357 P28 s | o iy Wty
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40 20.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010918\
Data File : BG031959.D

Acq On : 9 Jan 2018 23:19

Operator : SJ/JU

Sample - J1038-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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]
Butane, 2-methoxy... 3.51 8.3 ng 137127 1 8.78 332250 20.0
unknown8.29 8.29 91.8 ng 1525410 1 8.78 332250 20.0
n-Hexadecanoic acid 18.96 2.1 ng 105668 4 18.14 1007070 20.0
Octadecanoic acid 20.20 2.7 ng 134377 4 18.14 1007070 20.0
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