LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094941.D

Acq On : 6 May 2017 4:15

Operator : SJ/MA

Sample - 13004-01

Misc :

ALS Vial : 23 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_F\METHODS\8270-BF050217 .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 5.048 524 529 546 rBVY 292988 602787 17.53% 2.258%
2 5.672 630 635 661 rBY 1897504 2863944 83.30% 10.730%
3 7.266 900 906 921 rBV 1867272 2895524 84.22% 10.849%
4 7.384 921 926 943 rVB 2284485 3137710 91.26% 11.756%
5 7.725 979 984 995 rVB 462354 556040 16.17% 2.083%

6 7.960 1019 1024 1036 rBV 1962997 2304806 67.04% 8.635%
7 8.625 1131 1137 1160 rBV 1410984 1845950 53.69% 6.916%
8 9.742 1322 1327 1343 rBV 556937 746893 21.72% 2.798%
9 11.519 1623 1629 1649 rBV 2659895 3438176 100.00% 12.882%
10 12.207 1742 1746 1759 rBV 233539 294850 8.58% 1.105%
11 12.571 1803 1808 1821 rBV2 617718 887757 25.82% 3.326%
12 13.413 1947 1951 1956 rBV 33628 36477 1.06% 0.137%
13 13.865 2022 2028 2044 rBV 1359395 2035581 59.21% 7.627%
14 14.189 2079 2083 2086 rBV 28147 36103 1.05% 0.135%

15 14.971 2211 2216 2231 rBV 527503 744919 21.67% 2.791%

16 15.942 2376 2381 2397 rBv2 106079 156999 4.57% 0.588%
17 17.301 2606 2612 2615 rBV 2342500 2824425 82.15% 10.582%
18 18.571 2819 2828 2835 rBV6 34149 113604 3.30% 0.426%
19 18.636 2835 2839 2855 rVB 507036 684808 19.92% 2.566%
20 20.306 3119 3123 3136 rBvV 322205 482934 14.05% 1.809%

Sum of corrected areas: 26690287
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094941.D

Acq On : 6 May 2017 4:15

Operator : SJ/MA

Sample - 13004-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094941.D
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Abundance TIC: BF094941.D
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Abundance TIC: BF094941.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094941.D

Acq On : 6 May 2017 4:15

Operator : SJ/MA

Sample - 13004-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

505 2168ng 602787  1,4-Dichlorobenzene-da 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
utane, l-ethoxy- 102 C6H140 000628-81-9 9
ormamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

abrwNPE
TMTWADNDN

Abundance Scan 529 (5.048 min): BF094941.D (-524) (-) m/z 42.95 100.00%

43
59
5000
101

53 83 | 480 500 520 540
SRRSO 1 SRS 4SS MM m/z 59.10 59.71%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000

4.80 5.00 5.20 5.40

59 m/z 101.10 20.92%
101
21 37 53 ‘ 67 77 83 91
T £
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R S
480 500 520 5.40
5000 m/z 58.00 15.10%
101
15 25 31 37 51 %8 g9 86
e e = o T
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R L S A Ram
43 480 500 520 540

m/z 41.10 9.28%

5000 101
28 59
15 [
il ?ﬂ .78 | 95

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094941.D

Acq On : 6 May 2017 4:15

Operator : SJ/MA

Sample - 13004-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknown7.38 Concentration Rank 1

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

7.38 112.86 ng 3137710 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 925 (7.378 min): BF094941.D (-921) (-) m/z 132.00 100.00%
132
5000 68
96 R UL I R
40 54 78 06 7.00 7.20 7.40 7.60 7.80
e B m/z 68.10 39.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 RS URAR RS AR
a1 97 7.00 7.20 7.40 7.60 7.80
53 117 m/z 134.00 31.52%
79
R e |||]|-0|7| |“|||H||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 m/z 66.05 23.37%
104
14 27 39 51 %077 g 115
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! e NN e
57 132 7.00 7.20 7.40 7.60 7.80
24 m/z 69.10 15.24%
5000 g °
e el rmhl‘ﬁll 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094941.D

Acq On : 6 May 2017 4:15

Operator : SJ/MA

Sample - 13004-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.94 4.22 ng 156999 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 11
Abundance Scan 2381 (15.942 min): BF094941.D (-2376) (-) m/z 73.00 100.00%
73
43 60
5000 129 }L
97 115 213 AR AR AL SRS
| m| | M#Wmm%% 297 256 15.60 15.80 16.00 16.20
SRS | O | SR R N i M m/z 60.00 82.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 APARSARARSR AR AR
mmmmmmmm
m/z 43.10 81.18%
ﬂji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
15.60 15.80 16.00 16.20
5000 129 m/z 55.00 68.09%
29 87
101115 143157171185199 242
15 21377g
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 210 2éo
Abundance #72646: Tridecanoic acid
43 60 78 15.60 15.80 16.00 16.20
m/z 41.10 63.32%
5000 - e
“ ?7 01115 ‘ 171185 214
I”II‘HI\I‘I\”HIH‘IM ‘,U..ﬁ,‘...‘.,....1|4.3.:.L.57....|.‘..198.... R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094941.D

Acq On : 6 May 2017 4:15

Operator : SJ/MA

Sample - 13004-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 5-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.57 3.32 ng 113604 Chrysene-d12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 72
2 n-Tetracosanol-1 354 C24H500 000506-51-4 49
3 Cyclopentane, l-ethyl-2-methyl- 112 C8H16 003726-46-3 38
4 Cyclopentane, l-ethyl-3-methyl- 112 C8H16 003726-47-4 38
5 Cyclopentane, 1l-ethyl-3-methyl-,... 112 C8H16 002613-66-3 38

Abundance Scan 2828 (18.571 min): BF094941.D (-2819) (-) m/z 57.10 100.00%

97
5000 11

18.20 18.40 18.60 18.80
reprrre el m/z 55.00 94.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104186: 5-Octadecene, (E)-
55
83
5000
18.20 18.40 18.60 18.80
29 111 m/z 83.10 93.71%
J Il 139 168 195 224 252
RN RARAE AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
18.20 18.40 18.60 18.80
5000 83 m/z 97.10 76.54%
18 111
66 140 168 196 238 266 308 336
mﬁrmmmm‘m‘wwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #6793: Cyclopentane, 1-ethyl-2-methyl-
55 18.20 18.40 18.60 18.80
83 m/z 43.00 74.41%
5000
27
THRU:
HWHHP”HA”.”.”L.“.””.”.””.”.“”.”.””.”.””P”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094941.D

Acq On : 6 May 2017 4:15

Operator : SJ/MA

Sample - 13004-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.05 21.7 ng 602787 1 7.72 556040 20.0
unknown? .38 7.38 112.9 ng 3137710 1 7.72 556040 20.0
n-Hexadecanoic acid 15.94 4.2 ng 156999 4 14.97 744919 20.0
5-Octadecene, (E)- 18.57 3.3 ng 113604 5 18.64 684808 20.0
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