LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020118\

Data File : BG032499.D

Aca On : 1 Feb 2018 21:00

Operator : SJ/JU

3?22'6 : J1405-06 TP-08(4-8-15-TRENCH-E-OF-ST-MH
ALS Vial : 13 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-BG012918.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 3.367 7 13 22 rBve6 9490 24433 1.02% 0.219%
2 3.466 24 30 37 rvB2 27545 48973 2.05% 0.438%
3 6.152 480 487 505 rBV 315235 643725 26.94% 5.757%
4 7.838 764 774 798 rBV 322506 720574 30.16% 6.444%
5 8.226 833 840 860 rBV 365349 762732 31.92% 6.821%
6 8.713 916 923 934 rBV 73190 147266 6.16% 1.317%
7 9.048 972 980 997 rBV 321361 633753 26.52% 5.668%
8 9.912 1119 1127 1144 rBV 208927 444196 18.59% 3.973%
9 11.592 1404 1413 1426 rBV 98079 200172 8.38% 1.790%
10 13.972 1811 1818 1833 rBvV 814144 1382518 57.86% 12.364%
11 14.771 1947 1954 1964 rBvV2 45812 76383 3.20% 0.683%

12 15.347 2045 2052 2067 rVB2 195265 334611 14.00% 2.992%
13 16.821 2296 2303 2314 rBV 769847 1298666 54.35% 11.614%
14 18.079 2510 2517 2526 rBV 278177 460403 19.27% 4.117%
15 18.895 2652 2656 2662 rBV3 41923 57361 2.40% 0.513%

16 20.617 2943 2949 2959 rBV 1837343 2389356 100.00% 21.369%
17 21.945 3170 3175 3185 rBV3 55361 103296 4._.32% 0.924%
18 22.403 3246 3253 3263 rBV 324344 613752 25.69% 5.489%
19 24.025 3521 3529 3539 rBV3 86403 194271 8.13% 1.737%
20 26.081 3868 3879 3896 rvB2 198036 645230 27.00% 5.770%

Sum of corrected areas: 11181671
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG020118\

Data File : BG032499.D

Aca On : 1 Feb 2018 21:00

Operator : SJ/JU

ﬁ?ggle : J1405-06 TP-08(4-&-15-TRENCH-E-OF-ST-MH
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG012918.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: BG032499.D

1500000

1000000

500000

6.15 7.84 823 9.05
9.01
11.59
b i
“-—— 1t —_——— e —_——
Time-->  3.50 4.00 450 500 550 600 650 700 750 8.00 850 900 950 1000 1050 11.00 1150 1200 12.50
Abundance TIC: BG032499.D
20.62
1500000
1000000
13.97 16.82
500000
18.08 22.40
15.35
14.77 )\ 18.90 21.94

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: BG032499.D

1500000

1000000

500000

26.08
24.02
O o T 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\BG020118\
Data File : BG032499.D

Aca On : 1 Feb 2018 21:00

Operator : SJ/JU

Sample = J1405-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 3

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

3.47 6.65 ng 48973 1,4-Dichlorobenzene-d4 8.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 56
2 Silane. ethvitrimethvl- 102 C5H14Si 003439-38-1 28
3 Boronic acid. ethvl-. dimethvl e... 102 C4H11BO2 007318-82-3 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

Abundance Scan 31 (3.472 min): BG032499.D (-24) (-) m/z 73.10 100.00%
7B
43
5000 g7
55
49 | 3.403.50 3.60 3.70 3.80 3.90
-t e e e e e m/z 43.05 47 .19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.403.50 3.60 3.70 3.80 3.90
55 87 m/z 87.10 36.80%
0 ?9 35 ‘M‘\ ‘ 67| 80
LRI L UL SO SR SULEL SURLLLS SO I UL S S B
m/z--> 10 20 40 50 70 80 90 100 110
Abundance
73
3.403.50 3.60 3.70 3.80 3.90
5000 59 m/z 55.00 24 .72%
87
43
29 53 67 102
G s R RS UL RS RS R RN IS IS AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4224: Boronic acid, ethyl-, dimethyl ester
73 3.403.50 3.60 3.70 3.80 3.90
m/z 41.00 11.27%
5000 43
15
ol 2 2329 37 | 49 57 67 .|| 79 87 95 102
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 3.403.50 3.60 3.70 3.80 3.90
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020118\

Data File : BG032499.D

Aca On : 1 Feb 2018 21:00

Operator : SJ/JU

ﬁ?ggle : J1405-06 TP-08(4-8-15-TRENCH-E-OF-ST-MH
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 unknown8.23 Concentration Rank 1

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

8.23 103.59 ng 762732 1,4-Dichlorobenzene-d4 8.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 841 (8.231 min): BG032499.D (-833) (-) m/z 132.00 100.00%
32
5000
68
40 61 |‘| [ 6104 7.80 8.00 820 8.40 8.60
0..“”.“”.“”!M”.HL..!“..”“.““.”“H”“.”,””,h”,” m/z 134.00 34 .49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SR SR LR
7.80 8.00 820 8.40 8.60
3 78 m/z 68.10 31.52%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.80 8.00 820 8.40 8.60
5000 m/z 66.10 25.11%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 7.80 8.00 8.20 8.40 8.60
m/z 69.10 16.49%
5000 67
41 97
53 117
NS N =70
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020118\

Data File : BG032499.D

Aca On : 1 Feb 2018 21:00

Operator : SJ/JU

ﬁ?ggle : J1405-06 TP-08(4-8-15-TRENCH-E-OF-ST-MH
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 6H-Indolo[3,2,1-de][1,5]nap--- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.90 2.49 ng 57361 Phenanthrene-d10 18.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Indolol3.2.1-dell1.5Tnaphthvr... 256 C15H16N202 050630-67-6 80
2 Tridecanoic acid 214 C13H2602 000638-53-9 78
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Dodecanoic acid 200 C12H2402 000143-07-7 43

Abundance Scan 2657 (18.901 min): BG032499.D (-2652) (-) m/z 73.00 100.00%

41 g7

5000

18.60 18.80 19.00 19.20
m/z 41.10 85.78%

04
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107372: 6H-Indolo[3,2,1-de][1,5]naphthyridin-6-one, 1,2,3...
2

5000
18.60 18.80 19.00 19.20

m/z 57.10 82.75%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60 73
18.60 18.80 19.00 19.20
5000 m/z 43.10 78.63%
29
129
87 115 171 214
101 143157 | 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60 73 18.60 18.80 19.00 19.20
m/z 60.00 72 .65%
5000
157171 185 213 256
o 143 199 | 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.60 18.80 19.00 19.20

8270-BG012918 .M Fri Feb 02 10:33:28 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020118\
Data File : BG032499.D

Aca On : 1 Feb 2018 21:00

Operator : SJ/JU

Sample = J1405-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-Heneicosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.94 3.37 ng 103296 Chrysene-di12 22.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 93
4 Chloroacetic acid. pentadecvl ester 304 C17H33CI02 070301-47-2 93
5 2- Bromopropionic acid, hexadecy... 376 C19H37Br02 063966-83-6 91

Abundance Scan 3174 (21.939 min): BG032499.D (-3170) (-) m/z 55.05 100.00%
5 83
5000
139
182 208 249 281 322341 21.60 21.80 22.00 22.20
0 m/z 83.10 85.03%
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
55 83
5000 111
21.60 21.80 22.00 22.20
29 m/z 57.10 82.47%
139
o | LT 167 196 238 266 204
m/z--> 50 160 150 200 250 360
Abundance
55 83
21.60 21.80 22.00 22.20
5000 11 m/z 97.05 81.94%
29
0 139 467 196 224 252 280 308
m/z--> 55 160 150 260 250 360
Abundance #159656: Acetic acid, chloro-, hexadecyl ester
69 21.60 21.80 22.00 22.20
43 97 m/z 43.10 79.83%
5000
125
0! H \‘\ J‘I lh u|4 I:!-QGIZI?‘!. : |26|9| —
m/z--> 50 150 200 250 300 21.60 21.80 22.00 22.20

8270-BG012918 .M

Fri Feb 02 10:33:29 2018

[TP-08(4-&-15-TRENCH-E-OF-ST-MH

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020118\

Data File : BG032499.D

Aca On : 1 Feb 2018 21:00

Operator : SJ/JU

ﬁ?ggle : J1405-06 TP-08(4-8-15-TRENCH-E-OF-ST-MH
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 7 13-Docosenamide, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.02 6.33 ng 194271 Chrysene-di12 22.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 72
3 Octadecanamide 283 C18H37NO 000124-26-5 46
4 L-Valine. N-cvclopentvlcarbonvl-... 227 C12H21NO3 1000282-53-1 43
5 trans-13-Docosenamide 337 C22H43NO 010436-09-6 35
Abundance Scan 3528 (24.019 min): BG032499.D (-3521) (-) m/z 59.00 100.00%
5000 /\k
154 177 212 235 763 294 320337355 23.80 24.00 24.20 24.40
o} m/z 72.00 73.10%
m/z--> 50 100 150 200 250 300 350
Abundance #174696: 13-Docosenamide, (2)-
59
5000 41 L B SR L B
23.80 24.00 24.20 24.40
126 337 m/z 55.00 56.03%
oL15. m‘ypgm i 154 184 206 234254 276294 319 |
m/z--> 50 100 150 200 250 300 350
Abundance
59
23.80 24.00 24.20 24.40
5000 a1 m/z 40.95 40.23%
83 126
o 101 154 184 220238 543281
m/z--> 50 100 150 200 250 300 350
Abundance #130205: Octadecanamide
59 23.80 24.00 24.20 24.40
m/z 42.95 35.10%
5000
4
Jis Tl ® om0 o
m/z--> 50 100 150 i 200 250 300 350 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG020118\

Data File : BG032499.D

Acq On : 1 Feb 2018 21:00

Operator : SJ/JU

3?22Ie : J1405-06 TP-08(4-8-15-TRENCH-E-OF-ST-MH
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012918_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... 3.47 6.7 ng 48973 1 8.71 147266 20.0
unknown8.23 8.23 103.6 ng 762732 1 8.71 147266 20.0
6H-Indolo[3,2,1-d... 18.90 2.5 ng 57361 4 18.08 460403 20.0
1-Heneicosanol 21.94 3.4 ng 103296 5 22.41 613752 20.0
13-Docosenamide, ... 24.02 6.3 ng 194271 5 22.41 613752 20.0
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