LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033889.D

Aca On : 20 Apr 2018 16:58

Operator : SJ/JU

Sample = J2480-01

Misc :

ALS Vial : 10 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-BG041918.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 4.998 284 291 300 rBV 83642 128289 2.52% 0.427%
2 5.444 360 367 379 rBVY 1534467 2444662 48.11% 8.146%
3 7.007 624 633 645 rBY 1559786 2686417 52.87% 8.952%
4 7.371 687 695 705 rBVY 1544989 2565742 50.50% 8.549%
5 7.835 766 774 782 rBV 267165 448596 8.83% 1.495%

6 8.153 820 828 841 rBV 1060235 1835792 36.13% 6.117%
7 8.981 960 969 978 rBV 862720 1535351 30.22% 5.116%
8 10.620 1238 1248 1255 rBV 360645 643210 12.66% 2.143%
9 13.094 1661 1669 1678 rVB 2181389 3462751 68.15% 11.538%
10 13.928 1805 1811 1817 rBV 160607 233348 4_59% 0.778%
11 14.469 1896 1903 1910 rBV2 554144 904128 17.79% 3.013%
12 15.350 2048 2053 2058 rVB 48614 63829 1.26% 0.213%
13 15.955 2150 2156 2166 rVB2 1916156 2896809 57.01% 9.653%
14 16.214 2196 2200 2209 rBV 45796 71815 1.41% 0.239%

15 17.219 2365 2371 2378 rBV 773364 1146574 22.57% 3.821%

16 18.141 2523 2528 2543 rBV 254683 438034 8.62% 1.460%
17 19.422 2742 2746 2757 rBV2 79702 134092 2.64% 0.447%
18 19.857 2814 2820 2830 rBV 3839217 5080954 100.00% 16.930%
19 20.562 2934 2940 2946 rBV 107603 203277 4._00% 0.677%
20 21.179 3038 3045 3060 rBV 177005 331143 6.52% 1.103%

21 21.478 3089 3096 3104 rVB 876937 1353634 26.64% 4_.510%
22 23.170 3380 3384 3391 rVB 28831 51324 1.01% 0.171%
23 24.545 3606 3618 3633 rVB2 515497 1350988 26.59% 4.502%

Sum of corrected areas: 30010759
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA G\DATA\BG042018\
: BG033889.D

: 20 Apr 2018 16:58

: SJ/JU

: J2480-01

- 10 Sample Multiplier: 1

= Z:\HPCHEM1\BNA G\METHODS\8270-BG041918.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\Database\NIST11.L
LSCINT.P

ration Parameters:

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG033889.D

5.44 7.01 7.37

8.98

784 10.62

5.00

0
Time-->

A
L2 L L L [ L L L L L L L B L

350 400 450 500 550 6.00 650 7.00 7.50 8.00 8.50

9.00 950 1000 1050 1100 1150 1200 12.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

.09

TIC: BG033889.D

19,86

15.96

17.22 21.48

14.47

18.14 21.18

13.93 15.35 Jmﬂ 19.42 20.56

Time-->

oA, A
LN B s B B N N N O B N O N D B N D B B B

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

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG033889.D

24.55

23.17

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\BG042018\
Data File : BG033889.D

Aca On : 20 Apr 2018 16:58

Operator : SJ/JU

Sample = J2480-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._M
Quant Title : 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 4

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

5.00 5.72 ng 128289 1,4-Dichlorobenzene-d4 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 32
3 Silane. dimethvl- 60 C2H8Si 001111-74-6 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 291 (4.998 min): BG033889.D (-284) (-) m/z 43.00 100.00%
43
59
5000
1ot 460 480 500 520 540
83 : : : : :
o..,....,....,....','!...,“.33.:.,....,?3...,....,....,|....,. m/z 59.00 52.78%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SRR RN R
4.60 4.80 5.00 5.20 5.40
59 m/z 101.00 16.74%
0 21 37| 53 ‘ 67 778 o ‘U
mz> 10 2 30 40 S0 60 70 80 90 100 110
Abundance
59
460 480 500 520 540
5000 43 m/z 57.95 14_.17%
31
15 69 87
e S U S S I UL IS SIS SUL AL WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #283: Silane, dimethyl- T P T e T
50 460 4.80 5.00 5.20 5.40
45 m/z 41.00 8.55%
5000
31
53
0"I'”'I"”I"E%"”I"”I"'W"'W"'W"'W""P IR RS SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033889.D

Aca On : 20 Apr 2018 16:58

Operator : SJ/JU

Sample = J2480-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._M
Quant Title : 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 unknown7.37 Concentration Rank 1

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

7.37 114.39 ng 2565740 1,4-Dichlorobenzene-d4 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 695 (7.371 min): BG033889.D (-687) (-) m/z 131.90 100.00%
32
5000 68
40 sy %6 7.00 7.20 7.40 7.60 7.80
o g8 |yewr 207 hj; 68.00  45.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 SRR SRR AN AR
7.00 7.20 7.40 7.60 7.80
33 44 o 105 m/z 133.90 33.95%
Oy J'I' '“'ﬁo""gs"" |Jh%¥5|" A AR AR SR R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 132
74 7.00 7.20 7.40 7.60 7.80
5000 gg 116 m/z 66.00 28.92%
158 189
R L S S L UL L B W B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R ma e R
132 7.00 7.20 7.40 7.60 7.80
m/z 69.00 18.77%
5000
92
IFEE ek
mz-> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033889.D

Aca On : 20 Apr 2018 16:58

Operator : SJ/JU

Sample = J2480-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._M
Quant Title : 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 3
R.T. EstConc Area Relative to ISTD R.T.
18.14 7.64 ng 438034 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 43
Abundance Scan 2528 (18.141 min): BG033889.D (-2523) (-) m/z 72.95 100.00%
43 o 73
5000 129
213
01115 | 143157171185 50 | 57 256 17.80 18.00 18.20 18.40
0 m/z 43.00 89.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129
17.80 18.00 18.20 18.40
m/z 60.00 84.01%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 17.80 18.00 18.20 18.40
5000 129 m/z 57.00 77.02%
29 87 185 228
101115 143157171 199213
O I o e A Ao s ma e R
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72643: Tridecanoic acid
43 6078 17.80 18.00 18.20 18.40
m/z 41.00 73.48%
5000 129
29
oL15 L#H 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033889.D

Aca On : 20 Apr 2018 16:58

Operator : SJ/JU

Sample = J2480-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._M
Quant Title : 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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.56 3.00 ng 203277 Chrysene-di12 21.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 98
2 Dodecanamide 199 C12H25NO0 001120-16-7 64
3 Octanamide 143 C8H17NO 000629-01-6 59
4 Nonanamide 157 C9H19NO 001120-07-6 59
5 Benzeneethanamine, 2-Fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
Abundance Scan 2940 (20.562 min): BG033889.D (-2934) (-) m/z 59.00 100.00%
5o
5000 a1 ﬁ\l\
83 95112126 20.20 20.40 20.60 20.80
o 151 168182 208222238 265281 7y 79 00 66 340
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 URARBARAUVAUUAR
20,20 20.40 20.60 20.80
81 m/z 55.00 39.88%
) 2 8112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
20.20 20.40 20.60 20.80
5000 m/z 41.00 39.48%
28 43
. 73 100114128145156170 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20317: Octanamide L B =
509 20.20 20.40 20.60 20.80
m/z 43.00 28.13%
5000
44 86
o8 L | e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20,20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033889.D

Aca On : 20 Apr 2018 16:58

Operator : SJ/JU

Sample = J2480-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._M
Quant Title : 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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.18 4.89 ng 331143 Chrysene-di12 21.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 Cvclopentadecane 210 C15H30 000295-48-7 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 3045 (21.179 min): BG033889.D (-3038) (-) m/z 55.00 100.00%

5000

20.80 21.00 21.20 21.40

153168 194210 280

251

o m/z 57.00 99.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
55
83
4
5000
20.80 21.00 21.20 21.40
m/z 43.00 96.92%
0 26 I 126 153168 196 223 252 280
ERS A RARRNE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
83 IIIIIIIIIIIIIIIIIIIIII
20.80 21.00 21.20 21.40
5000 m/z 83.00 92.05%

111

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
83 20.80 21.00 21.20 21.40

m/z 69.00 88.14%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042018\
Data File : BG033889.D

Acq On : 20 Apr 2018 16:58

Operator : SJ/JU

Sample - J2480-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918._M
Quant Title : 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... 5.00 5.7 ng 128289 1 7.84 448596 20.0
unknown? .37 7.37 114.4 ng 2565740 1 7.84 448596 20.0
n-Hexadecanoic acid 18.14 7.6 ng 438034 4 17.22 1146570 20.0
9-Octadecenamide, ... 20.56 3.0 ng 203277 5 21.48 1353630 20.0
5-Eicosene, (E)- 21.18 4.9 ng 331143 5 21.48 1353630 20.0
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