LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108244.D

Aca On 17 Aug 2018 15:42

Operator : JU/SJ

Sample = J4500-05

Misc :

ALS Vial : 14 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .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 5.254 491 496 506 rvB 635539 712259 21.99% 2.417%
2 5.642 557 562 565 rBY 2788544 2566687 79.25% 8.711%
3 6.631 725 730 740 rBVY 2797883 3033931 93.67% 10.297%
4 6.784 752 756 759 rBVY 3326876 2896804 89.44% 9.832%
5 7.013 792 795 799 rBVY 1106252 937418 28.94% 3.182%
6 7.172 818 822 825 rBY 2781294 2301782 71.07% 7.812%
7 7.578 886 891 894 rBVY 2048419 1896473 58.55% 6.436%
8 8.301 1010 1014 1017 rBV 1273596 1163754 35.93% 3.950%
9 9.372 1192 1196 1199 rBV 3895655 3238921 100.00% 10.993%
10 9.760 1259 1262 1267 rBV 244495 190285 5.87% 0.646%

11 10.060 1309 1313 1325 rVB 1527898 1299451 40.12% 4._.410%
12 10.854 1444 1448 1458 rBV 1597861 1627439 50.25% 5.523%
13 11.554 1563 1567 1571 rBV 1431043 1267926 39.15% 4_.303%
14 12.771 1771 1774 1779 rVB 43445 39678 1.23% 0.135%
15 13.007 1808 1814 1820 rBV 47677 62336 1.92% 0.212%

16 13.142 1833 1837 1840 rBV 3424938 2943884 90.89%% 9.991%
17 14.054 1989 1992 2002 rBV3 76130 163035 5.03% 0.553%
18 14.212 2014 2019 2022 rBV 1186052 1197982 36.99% 4._.066%

19 14.401 2048 2051 2054 rBV 49530 40514 1.25% 0.138%
20 14.648 2091 2093 2097 rBV2 42938 48859 1.51% 0.166%
21 14.977 2146 2149 2154 rVB 51690 52736 1.63% 0.179%
22 15.065 2160 2164 2168 rVB 255297 281531 8.69% 0.955%
23 15.342 2208 2211 2216 rVB2 63447 83070 2.56% 0.282%

24 15.771 2278 2284 2293 rVB2 836529 1230949 38.00% 4.178%
25 16.236 2360 2363 2369 rVB 70788 108695 3.36% 0.369%
26 16.795 2455 2458 2464 rVB2 43569 78084 2.41% 0.265%

Sum of corrected areas: 29464483
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

BF108244.D

17 Aug 2018 15:42

JussJ

J4500-05

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108244.D

Aca On 17 Aug 2018 15:42

Operator : JU/SJ

Sample = J4500-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3

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

5.25 15.20 ng 712259 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 495 (5.248 min): BF108244.D (-491) (-) m/z 43.10 100.00%
431
59.1
5000
I me O TToho 550 540 560
N 1N | MM A S S m/z 59.10 53.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L I
59.0 500 5.20 540 560
0
150 41, 1010 m/z 101.10 14 .86%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
500 520 540 560
5000 410 m/z 58.10 14.14%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate A m s L EREEa o
43.0 5.00 5.20 5.40 5.60
m/z 41.05 8.58%
5000
58.0
0 15‘.0 27\.0 | ‘\ L 72‘.0 109.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108244.D

Aca On 17 Aug 2018 15:42

Operator : JU/SJ

Sample = J4500-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 1

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

6.78 61.80 ng 2896800 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 755 (6.778 min): BF108244.D (-752) (-) m/z 131.95 100.00%
131.9
5000 68.1
00 s || %0 om0 65 b0 760 720
Obr el 80 L 00l Tm/z 68.10  49.23%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 AR SRS AR
6.40 6.60 6.80 7.00 7.20
33.0 44.0 0.0 105.0 m/z 134.00 31.84%
0 | %090 80 | | uso
UUNBIMJUGES UL SRS UL UL UL IR S SRS SRR AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 31.77%
92.0
65.0
o270 390 510 o | 104, |
O A 0 L N R A
Abundance #14395: 1,3,5-Trifluorobenzene R mma e ERREa T
132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.10 19.73%

5000

63.0 81.0

31.0 50.0 ‘ 101.0 112.0 |

& = L S VIV UMMM N TRI M LR

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108244.D

Aca On 17 Aug 2018 15:42

Operator : JU/SJ

Sample = J4500-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .05 2.72 ng 163035 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 90
4 Behenic alcohol 326 C22H460 000661-19-8 87
5 n-Nonadecanol-1 284 C19H400 001454-84-8 81

Abundance Scan 1991 (14.048 min): BF108244.D (-1989) (-) m/z 55.05 100.00%

550 83.1

5000
111.1
167.1 20202300 oo 13.80 14.00 14.20 14.40
o m/z 57.10 98.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55,0 83.0

5000 LA L L L L L L LB
13.80 14.00 14.20 14.40
29.0 m/z 43.10 94 . 76%
0 1390 167.0 1960 238.0 266.0 204.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
R B A L
13.80 14.00 14.20 14.40
5000 111.0 m/z 83.10 88.86%
29.0 139.0
ol 167.0195.0222.0 250.0 280.0 308.0 336.0
et ey e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #191698: Bromoacetic acid, hexadecy! ester R mEEEE RS S
43.0 13.80 14.00 14.20 14.40
69.0 m/z 69.05 75.45%
5000
23.0
Obrrrprtrtfr : N R REEEamas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108244.D

Aca On 17 Aug 2018 15:42

Operator : JU/SJ

Sample = J4500-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.07 4_.57 ng 281531 Perylene-d12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
Abundance Scan 2165 (15.071 min): BF108244.D (-2160) (-) m/z 69.10 100.00%
69.1 ”
5000
R AR SR SO B
14.80 15.00 15.20 15.40
oL, ?9}0,-'.1 1 ]1' 'l 11.7.19.20,3.1. 25022050 3412 ' "m/z 81.10 51.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LR S BUUL UL ISR
14,80 15.00 15.20 15.40
3 o m/z 41.10 27 .07%
0 29.o| L }07 O |, 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215930: Squalene
69.0
14,80 15.00 15,20 15.40
5000 m/z 95.10 13.20%
0 | }07 Q}3r 9 191.0 231.0 273.0 341.0 410.0 AM\,AvwxﬁﬁwwﬂxJAVMFAM,NVMMWNVAJ
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L
69.0 14.80 15.00 15.20 15.40
m/z 137.15 11.08%
5000
111
oLl il \" Bl HJ H } I 192.0 231.0 273.0 315.0 384.0
m/z--> 50 100 150 260 250 300 350 400 14,80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081718\
Data File : BF108244.D

Acq On 17 Aug 2018 15:42

Operator : JU/SJ

Sample - J4500-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.25 15.2 ng 712259 1 7.01 937418 20.0
unknown6.78 6.78 61.8 ng 2896800 1 7.01 937418 20.0
1-Heneicosanol 14.05 2.7 ng 163035 5 14.21 1197980 20.0
Supraene 15.07 4.6 ng 281531 6 15.77 1230950 20.0
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