LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\
Data File : BG028623.D
Aca On : 9 Sep 2017 20:17 Instrument :
Operator : SJ/JU (B.‘,'I\!A_(tSS el

- _ lentosampleld :
a‘?zgle - 15187-12 20170542-FIELDBLANK-2
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-BG090717.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 5.445 310 316 322 rBV2 29309 47320 1.23% 0.236%
2 5.909 385 395 404 rBV 331239 556262 14.46% 2.776%
3 7.490 655 664 674 rBV 193109 367420 9.55% 1.834%
4 7.871 720 729 739 rBV 543822 981614 25.52% 4 .899%
5 8.336 800 808 816 rVB2 109419 194879 5.07% 0.973%

8.659 853 863 874 rBV 487437 868112 22.57% 4_.332%
9.505 999 1007 1019 rBV 394944 745259 19.38% 3.719%
11.156 1280 1288 1299 rVB 143082 269645 7.01% 1.346%
13.565 1691 1698 1708 rVB 1218357 1882934 48.95% 9.396%
14.945 1924 1933 1944 rVB2 239384 412177 10.72% 2.057%

=
QO ~NO®

11 16.438 2175 2187 2196 rBV 1130088 1814890 47.19% 9.057%
12 17.695 2393 2401 2408 rBvV2 371768 590102 15.34% 2.945%
13 19.957 2782 2786 2795 rBV 150400 183873 4.78% 0.918%
14 20.280 2835 2841 2847 rBV 2997832 3846266 100.00% 19.194%
15 20.950 2943 2955 2970 rBV 898143 2728799 70.95% 13.618%

16 21.056 2970 2973 2982 rVB 182823 250913 6.52% 1.252%
17 22.025 3130 3138 3146 rVB 433575 757222 19.69% 3.779%
18 22.108 3146 3152 3157 rBV 151173 266311 6.92% 1.329%
19 23.565 3391 3400 3418 rBV 1225295 2525940 65.67% 12.605%
20 25.527 3723 3734 3746 rVB2 234881 748764 19.47% 3.737%

Sum of corrected areas: 20038702
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\

Data File : BG028623.D

Aca On : 9 Sep 2017 20:17

Operator : SJ/JU

ﬁ?ggle : 15187-12 20170542-FIELDBLANK-2
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance :
3000000 TIC: BG028623.D

2500000
2000000
1500000

1000000

7.87 8.66

500000 9.50

8.34 11.16

5.91
7.49

5.44

T T T T
Time--> 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance i
3000000 TIC: BG028623.D .

2500000
2000000

1500000

1356 16.44

1000000 20.95

500000 17.70 22.03
14.95 19.96 .06 A1

O e o LALA  o HLL A B

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: BG028623.D

2500000

2000000

1500000

23.56

1000000

500000
25.53

e T T T e

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\

Data File : BG028623.D

Aca On : 9 Sep 2017 20:17

Operator : SJ/JU

ﬁ?ggle : 15187-12 20170542-FIELDBLANK-2
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 8

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

5.44 4.86 ng 47320 1,4-Dichlorobenzene-d4 8.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 3-Octanol 130 C8H180 000589-98-0 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 14
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 315 (5.439 min): BG028623.D (-310) (-) m/z 43.10 100.00%
431
5000
101.1

5.20 5.40 5.60 5.80

515.3
.”.p.m.J.”.,.”.,.”.,..”,..”,..”,..”,..”,... m/z 59.10 62.75%
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B B
5.20 5.40 5.60 5.80
m/z 58.10 20.56%
‘ 101.0
I N —
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
5.20 540 5.60 5.80
5000 m/z 101.10 18.08%
101.0
15.0
I B e L B LA e LA B LS
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13640: 3-Octanol e T
59.0 5.20 540 5.60 5.80
m/z 42.10 7.92%
5000
01.0
LA B e e o o B LB T
mz--> 0 50 100 150 200 250 300 350 400 450 500 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\

Data File : BG028623.D

Aca On : 9 Sep 2017 20:17

Operator : SJ/JU

ﬁ?ggle : 15187-12 20170542-FIELDBLANK-2
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 unknown7.87 Concentration Rank 1

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

7.87 100.74 ng 981614 1,4-Dichlorobenzene-d4 8.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 729 (7.871 min): BG028623.D (-720) (-) m/z 132.10 100.00%
132.1
5000 68.1
381 7.60 7.80 8.00 8.20
l~..14’,1-.1...,....,....,....,....,...39.3-,0 m/z 68.10 48.59%
m/z--> 50 100 150 200 250 300 350
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 EE U A R R
7.60 7.80 8.00 8.20
33.0 97. m/z 134.10 32.57%
"'thgq't""'|""|"" U VLN SR
m/z--> 50 100 150 200 250 300 350
Abundance
132.0
9.0 "7k 750 500 850
5000 m/z 66.10 31.85%
31.0
m/z--> 50 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methyl- e
132.0 7.60 7.80 8.00 8.20
m/z 69.10 20.17%
5000
63.0
e P O .
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\

Data File : BG028623.D

Aca On : 9 Sep 2017 20:17

Operator : SJ/JU

ﬁ?ggle : 15187-12 20170542-FIELDBLANK-2
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 Hexadecanamide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.96 4.86 ng 183873 Chrysene-di12 22.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 91
2 Dodecanamide 199 C12H25NO 001120-16-7 86
3 Tetradecanamide 227 C14H29NO 000638-58-4 86
4 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 64
5 Pentanamide 101 C5H11NO 000626-97-1 59
Abundance Scan 2786 (19.957 min): BG028623.D (-2782) (-) m/z 59.10 100.00%

59.1
5000

128.1 1702 212.2 19.60 19.80 20.00 20.20
M?.Q?',O.-.-..,....,.-..??5.-‘?..,....,....,.‘.‘3?4.-5 m/z 72.10 35.95%

m/z--> 50 100 150 200 250 300 350 400
Abundance #106565: Hexadecanamide
59.0
5000

19.60 19.80 20.00 20.20
m/z 43.05 18.24%

260) | 140 1700 2120 2550

R T T e L T SR o B e e O
m/z--> 50 100 150 200 250 300 350 400
Abundance
59.0
19.60 19.80 20.00 20.20
5000 m/z 55.05 13.58%
26,0 114.0 1560 1990
m/z--> 50 100 150 200 250 300 350 400
Abundance #83609: Tetradecanamide
59.0 19.60 19.80 20.00 20.20
m/z 41.10 11.36%
5000
1140
2600 |y ST MAR08A0 270
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\

Data File : BG028623.D

Aca On : 9 Sep 2017 20:17

Operator : SJ/JU

ﬁ?ggle : 15187-12 20170542-FIELDBLANK-2
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 3
R.T. EstConc Area Relative to ISTD R.T.

20.95 72.07 ng 2728800 Chrysene-di12 22.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 98
2 Hexadecanamide 255 C16H33NO 000629-54-9 59
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
4 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 50
5 2,2-Dimethyl-tetrahydro-[1,3]dio... 190 C8H1405 1000194-40-4 49

Abundance Scan 2955 (20.950 min): BG028623.D (-2943) (-) m/z 59.05 100.00%

54.0

5000

=

20.60 20.80 21.00 21.20
m/z 72.10 56.37%

98114011841 23822811

355.1 512.4

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 LA L L L L L L L B
20.60 20.80 21.00 21.20
m/z 55.10 41 .05%
18, gﬁj‘ 014001840 23802810
A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
B R e N EEEmm
20.60 20.80 21.00 21.20
5000 m/z 41.10 28.27%

114.0 170.0212.0 255.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... R L
59.0 20.60 20.80 21.00 21.20

m/z 43.20 21.33%

=

5000

?

.99.0 141 0 196.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 20 60 20. 80 21. 00 21 20

8270-BG090717.M Mon Sep 11 14:48:04 2017 Page: 6



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\

Data File : BG028623.D

Aca On : 9 Sep 2017 20:17

Operator : SJ/JU

ﬁ?ggle : 15187-12 20170542-FIELDBLANK-2
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 Tetradecanamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.11 7.03 ng 266311 Chrysene-di12 22.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 72
2 Octanamide 143 C8H17NO 000629-01-6 72
3 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 72
4 Hexadecanamide 255 C16H33NO 000629-54-9 72
5 3-Hydroxy-3-methyl-butyric acid,... 132 C5H12N202 1000193-80-2 59
Abundance Scan 3152 (22.108 min): BG028623.D (-3146) (-) m/z 59.10 100.00%

1

5000

21.80 22.00 22.20 22.40
m/z 72.05 48.48%

95.1
1261156,  207.1 266.1 309.2 381.2

m/z--> 50 100 150 200 250 300 350
Abundance #83609: Tetradecanamide
59.0
5000 LA L L L L L LB LB |
21.80 22.00 22.20 22.40
m/z 55.05 40.66%
Z%OW W 1160\1490 184.0 227.0
e L e e o o e o L A B s s o o e o e
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
21.80 22.00 22.20 22.40
5000 m/z 41.10 24.49%
29.0 100.0 143.0
— T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #128443: 9-Octadecenamide, (2)-
59.0 21.80 22.00 22.20 22.40
m/z 43.10 19.47%
5000
29.00 ||| 1140 15401840 220.0 2520010
L e L e e o o T T
m/z--> 50 100 150 200 250 300 350 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\
Data File : BG028623.D

Aca On : 9 Sep 2017 20:17

Operator : SJ/JU

Sample : 15187-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 8 13-Docosenamide, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.56 66.72 ng 2525940 Chrysene-di12 22.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 91
3 Hexadecanamide 255 C16H33NO 000629-54-9 78
4 Benzeneethanamine. 2-Ffluoro-.bet... 229 C11H16FNO3 061338-98-5 59
5 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 43
Abundance Scan 3399 (23.559 min): BG028623.D (-3391) (-) m/z 59.10 100.00%
5d.1
5000 /L
e P
23.20 23.40 23.60 23.80
40.1 184.1 240.2 294.3 337.3  401.1 491.4 mn/z 72.10 59_30%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174697: 13-Docosenamide, (2)-
59.0
5000 ULV LA SRR
137.0 23120 23.40 23.60 23.80
‘ 70 ‘ m/z 55.10 50.79%
_ ‘-‘.“ I -F-. L1930 2400 2040%70
m/z--> 50 150 200 250 300 350 400 450
Abundance
59.0
23.20 23.40 23.60 23.80
5000 m/z 43.10 26.03%
18.0 980 140.0 184.0 238.0 281.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #106565: Hexadecanamide T
59.0 23.20 23.40 23.60 23.80
m/z 41.10 25.22%
5000
), 1140 1700 212.0 255.0
m/z--> 50 1(')0 150 2(')0 251,0 300 350 400 450 ' 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG091017\

Data File : BG028623.D

Acq On : 9 Sep 2017 20:17

Operator : SJ/JU

ﬁ?ggle : 15187-12 20170542-FIELDBLANK-2
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG090717 .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... 5.44 4.9 ng 47320 1 8.34 194879 20.0
unknown? .87 7.87 100.7 ng 981614 1 8.34 194879 20.0
Hexadecanamide 19.96 4.9 ng 183873 5 22.03 757222 20.0
9-Octadecenamide, ... 20.95 72.1 ng 2728800 5 22.03 757222 20.0
Tetradecanamide 22.11 7.0 ng 266311 5 22.03 757222 20.0
13-Docosenamide, ... 23.56 66.7 ng 2525940 5 22.03 757222 20.0
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