LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\
Data File : BF110832.D

Aca On : 16 Nov 2018 22:17

Operator : JU/SJ

Sample : J5976-01

Misc :

ALS Vial : 25 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-BF110818 .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 2.210 16 21 37 rvB 349331 484263 24.55% 3.575%
2 5.557 586 590 614 rBV 582501 710123 36.01% 5.243%
3 6.563 757 761 782 rBV 373807 502223 25.47% 3.708%
4 6.704 782 785 793 rBY 1452534 1373242 69.63% 10.139%
5 6.939 821 825 832 rBV 481027 443571 22.49% 3.275%
6 7.092 847 851 870 rBVY 1453525 1282841 65.05% 9.471%
7 7.504 917 921 939 rBVY 1112646 1093498 55.45% 8.073%
8 8.222 1039 1043 1053 rBvY 571873 577984 29.31% 4_.267%
9 9.292 1221 1225 1234 rBV 2143017 1972201 100.00% 14.561%
10 9.357 1234 1236 1241 rVB 22411 22508 1.14% 0.166%
11 9.686 1288 1292 1296 rBV 57350 62096 3.15% 0.458%
12 9.980 1338 1342 1354 rVB 674954 649235 32.92% 4_.793%
13 10.386 1408 1411 1413 rBvV 29338 20576 1.04% 0.152%
14 10.598 1444 1447 1451 rBvV2 24447 33599 1.70% 0.248%
15 10.774 1473 1477 1484 rBV 1068087 1039921 52.73% 7.678%
16 10.863 1489 1492 1496 rvVB2 28975 32591 1.65% 0.241%
17 11.310 1565 1568 1571 rBV 26109 24729 1.25% 0.183%
18 11.474 1592 1596 1603 rBvV 588246 544542 27 .61% 4._.020%
19 11.833 1654 1657 1661 rBvV2 19960 21771 1.10% 0.161%
20 11.974 1679 1681 1687 rBV2 48864 48878 2.48% 0.361%

21 13.057 1861 1865 1868 rBV 1732130 1506470 76.39% 11.122%
22 13.927 2011 2013 2023 rVB 83088 104646 5.31% 0.773%
23 14.127 2043 2047 2055 rBV 515436 490469 24.87% 3.621%

24 14.868 2170 2173 2176 rBV 22722 23390 1.19% 0.173%

25 14.945 2183 2186 2190 rVB 43950 42839 2.17% 0.316%

26 15.215 2228 2232 2236 rVB 27996 31298 1.59% 0.231%

27 15.609 2295 2299 2302 rBV 23177 27268 1.38% 0.201%

28 15.651 2302 2306 2318 rVB 233027 344690 17.48% 2.545%

29 16.062 2371 2376 2382 rBV 20465 33250 1.69% 0.245%
Sum of corrected areas: 13544712
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\

BF110832.D

16 Nov 2018 22:17

JussJ

J5976-01

25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\

Data File : BF110832.D

Aca On : 16 Nov 2018 22:17

Operator : JU/SJ

Sample : J5976-01 Ryl
Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.21 21.83 ng 484263 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 21 (2.210 min): BF110832.D (-16) (-) m/z 73.10 100.00%
74.
5000 43.0
55.1 87.1
| 2.20 2.30 2.40 2.50 2.60
e e e e e e e || M7z 43.05 0 41.39%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
" 55.0 87.0 m/z 55.10 29.05%
29.0
'”I””I””I”MI”'Jh'W”'W”'WJ”I””I””I””I””I””I””
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 41.0 55.0 m/z 87.10 27 .41%
29.0 ‘
..w..”,.”.,.”Up”.jﬁﬁ.w.uhn.”.JJ..,”.:“.9%9.}}%9w.?3%9..
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 13.37%
5000
43.0
20 180 290 " 500 | g0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\

Data File : BF110832.D

Aca On : 16 Nov 2018 22:17

Operator : JU/SJ

Sample : J5976-01 Ryl
Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.70 Concentration Rank 1

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

6.70 61.92 ng 1373240 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 784 (6.698 min): BF110832.D (-782) (-) m/z 132.00 100.00%
132.0
5000 68.1
640 6.60 6.80 7.00
m/z 68.10 47 .53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BRI SR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.55%
”I“'W'”'l'”WJ'W'”'P'JI“'W'“'P'”I“'W'”'P'”I"'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 30.48%
33.0 44.0 00 105.0
"I“"P"W"”I'”'Iﬁqpb'“l:“llﬁqﬂ"il'”hl“"P"W‘“'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole TTT T lll-¥|l L L B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.37%
5000
104.0
120 270 300 510 900710 490 | 1550
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\

Data File : BF110832.D

Aca On : 16 Nov 2018 22:17

Operator : JU/SJ

Sample : J5976-01 Ryl
Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.93 4.27 ng 104646 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91
Abundance Scan 2013 (13.927 min): BF110832.D (-2011) (-) m/z 57.10 100.00%
13.60 13.80 14.00 14.20
m/z 43.05 89.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
58,0 83.0
5000 SR N BRI UGS
13.60 13.80 14.00 14.20
29.0 m/z 55.05 86.00%
. 139.0
I 167.0 196.0  238.0 266.0 294.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 77.33%
29.0
Ll 1390 167.0 195.0222.0 250.0 280.0 308.0336.0
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol B R R E S
55,0 83.0 13.60 13.80 14.00 14.20
m/z 69.05 76.94Y%
- ANVA\AW
29.0
1l ‘ 1390 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.|60 13.|80 14.'00 14.'20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\

Data File : BF110832.D

Aca On : 16 Nov 2018 22:17

Operator : JU/SJ

Sample : J5976-01 Ryl
Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Docosa-2,6,10,14,18-pentaen... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.94 2.49 ng 42839 Perylene-di12 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 87
2 Saualene 410 C30H50 000111-02-4 86
3 Supraene 410 C30H50 007683-64-9 80
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 59
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 59
Abundance Scan 2185 (14.939 min): BF110832.D (-2183) (-) m/z 69.10 100.00%
69.1
>0 M“Afvﬁv
137.1 LA SRR BN SUN
390 o7, 14.60 14.80 15.00 15.20
ﬁ—rl,".'h.-.*,nﬂ.‘.',:...2]09'9..,.... | m/z 81.05 57.24%
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... %”A\“ﬂv
69.0
5000 L B SUILLE B SR
14.60 14.80 15.00 15.20
111.0 m/z 41.10 29.19%
29.0 l L. M 1920 2310 2730 3150 3840
m/z--> éo 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
1460 14.80 15.00 15.20
5000 m/z 137.10 15.90%
137.0
29.0“ 4 I L ¥or.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0 14.60 14.80 15.00 15.20
m/z 93.00 14 .05%
5000
29.0, | | }07 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111618\

BF110832.D

16 Nov 2018 22:17

Ju/sJ

J5976-01

25 Sample Multiplier: 1

OILY-WATER

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

|--Internal Standard---|
| # RT Resp Conc]

1 6.94 443571 20.0
1 6.94 443571 20.0
5 14.13 490469 20.0
6 15.65 344690 20.0

TIC Top Hit name RT EstConc Units Response
Butane, 2-methoxy. .. 2.21 21.8 ng 484263
unknown6.70 6.70 61.9 ng 1373240
1-Heneicosanol 13.93 4.3 ng 104646
Docosa-2,6,10,14,... 14.94 2.5 ng 42839
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