LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020818\
Data File : BM014184.D

Aca On : 08 Feb 2018 09:03

Operator : SJ/JU

Sample : PB105903BL

Misc :

ALS Vial : 3 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 M\METHODS\8270-BM020718.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 4.716 291 294 301 rVB 44449 64966 1.55% 0.288%
2 5.163 364 370 386 rBV 781107 1226489 29.36% 5.440%
3 6.734 630 637 657 rBV 821072 1420967 34.01% 6.302%
4 7.081 689 696 713 rVB 896419 1468125 35.14% 6.512%
5 7.540 767 774 788 rBV 361736 625276 14.97% 2.773%

6 7.857 821 828 841 rVB 691527 1222698 29.26% 5.423%
7 8.698 964 971 987 rBV 463663 964471 23.08% 4.278%
8 10.316 1238 1246 1263 rBV 392651 797784 19.09% 3.538%
9 12.804 1663 1669 1684 rBV 1501795 2438732 58.37% 10.816%
10 13.686 1813 1819 1826 rBV 57295 121431 2.91% 0.539%
11 14.198 1900 1906 1920 rVvv2 721998 1170924 28.03% 5.193%
12 15.063 2048 2053 2058 rBV2 42306 52287 1.25% 0.232%
13 15.704 2155 2162 2177 rBV 1014687 1759701 42.12% 7.805%
14 15.927 2196 2200 2209 rBV5 32087 51628 1.24% 0.229%

15 16.957 2368 2375 2387 rBV2 909446 1489738 35.66% 6.607%
16 19.598 2819 2824 2839 rVB 3329679 4178025 100.00% 18.531%
17 20.880 3038 3042 3050 rBV2 164076 277320 6.64% 1.230%

18 21.162 3085 3090 3102 rBV 1253596 1754114 41.98% 7.780%
19 23.339 3453 3460 3474 rBvV 724443 1461773 34.99% 6.483%

Sum of corrected areas: 22546449
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020818\
Data File : BM014184.D

Aca On : 08 Feb 2018 09:03

Operator : SJ/JU

Sample : PB105903BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM014184.D

3000000
2500000
2000000
1500000

1000000 7.08
6.73
5.16 786

500000 754 8.70 10.32
4.72

R e L L L N EUEMMEENS L M-

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM014184.D

19,60
3000000

2500000

2000000

1500000 12.80

1000000 15,70 16.96

14.20
500000

13.69 15.06 15.93

e A R L e

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM014184.D

3000000
2500000
2000000
1500000 21.16

1000000 23.34

500000
20.88

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020818\
Data File : BM014184.D

Aca On : 08 Feb 2018 09:03

Operator : SJ/JU

Sample : PB105903BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.72 2.08 ng 64966 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Ether. hexvl t-butvl 158 C10H220 069775-79-7 32
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 12
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 12

Abundance Scan 295 (4.722 min): BM014184.D (-291) (-) m/z 43.00 100.00%
43
59
5000
101
|| I| 83 208 440 4.60 4.80 5.00
- m/z 59.00 53.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S A RN L S
59 440 460 480 500
m/z 101.00 22.68%
15 4 ‘ 101
0'”tl”M'T'”*I'”'?i'“J”"I”"P"'P"'P"W"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
440 460 4.80 500
5000 43 m/z 58.00 14 .35%
o 27 73 85 100 148
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28752: 2-Nonanone, 9-hydroxy-
43 58 4.40 4.60 4.80 5.00
m/z 41.00 11.83%
5000
71 g2
0'”'|'“'”*”wlﬁi'J'“gz'“'l'“'l'”'l'“'l'”'l'“' ISR SRR R RN
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020818\
Data File : BM014184.D

Aca On : 08 Feb 2018 09:03

Operator : SJ/JU

Sample : PB105903BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.08 Concentration Rank 1

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

7.08 46.96 ng 1468130 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 10
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 696 (7.081 min): BM014184.D (-689) (-) m/z 132.00 100.00%
5000 68 ]\‘
40 96 R L LN I I
52 8 06 101 680 700 720 740
o} e B m/z 68.10 48 .00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132
5000 67 R RARASNARSSRsEAS Ay
6.80 7.00 7.20 7.40
m/z 66.10 39.65%
44 103
5
0""P"'Iw'”ﬂl*hll'”'lh"'l” A RERESEEEES R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
“ 6.80 7.00 7.20 7.40
5000 gg 116 m/z 134.00 35.04%
158 189
R S S S WL B B L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- A R
56 k 6.80 7.00 7.20 7.40
m/z 69.10 23.14%
5000
15 A 2 |e676 91101
m/z--> 20 40 ' 85 100 120 140 160 180 ' 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020818\
Data File : BM014184.D

Aca On : 08 Feb 2018 09:03

Operator : SJ/JU

Sample : PB105903BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Eicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.88 3.16 ng 277320 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosanol 298 C20H420 000629-96-9 81
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 74
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 68
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 60
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 60
Abundance Scan 3042 (20.880 min): BM014184.D (-3038) (-) m/z 43.10 100.00%
43
5000 {s
20.60 20.80 21.00 21.20
0 m/z 69.10 97 .29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #116747: 1-Eicosanol
43
5000
111 20.60 20.80 21.00 21.20
‘ m/z 55.10 93.81%
. ,1,8\1 \H I ‘\m 18 ‘}67196 - S
m/z--> 200 250 300 350 400
Abundance
43
69
97 20.60 20.80 21.00 21.20
5000 m/z 97.10 92.52%
123
O o T e B e e B e ORI
m/z--> 55 160 1%0 200 250 360 3%0 460
Abundance #90869: 13-Tetradecen-1-ol acetate
43 20.60 20.80 21.00 21.20
83 m/z 57.05 91.43%
5000
111
o 11 ‘J‘L1?9_167 194 224 254
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 3&1;0 4(')0 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
Data File : BM014184.D

Acq On : 08 Feb 2018 09:03

Operator : SJ/JU

Sample : PB105903BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.72 2.1 ng 64966 1 7.55 625276 20.0
unknown?7 .08 7.08 47.0 ng 1468130 1 7.55 625276 20.0
1-Eicosanol 20.88 3.2 ng 277320 5 21.16 1754110 20.0
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