LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111652.D

Aca On : 20 Dec 2018 21:27

Operator : JU/SJ

Sample : J6357-06

Misc :

ALS Vial : 13 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-BF121918.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 2.252 19 28 35 rvB 687607 926135 15.64% 1.892%
2 4.028 325 330 337 rVB 72676 97529 1.65% 0.199%
3 5.134 512 518 525 rVB 221236 279657 4.72% 0.571%
4 5.528 579 585 588 rBY 5108102 5152545 87.03% 10.523%
5 6.528 748 755 759 rBVY 5070703 5767127 97.41% 11.779%
6 6.669 774 779 782 rBVY 5749865 5386637 90.98% 11.001%
7 6.898 814 818 821 rBVY 1468708 1259496 21.27% 2.572%
8 7.057 840 845 848 rBVY 4680508 4272599 72.17% 8.726%
9 7.457 907 913 916 rBVY 3366998 3479550 58.77% 7.106%
10 8.175 1031 1035 1039 rBvV 1843028 1573206 26.57% 3.213%

11 9.251 1213 1218 1221 rBV 6193648 5920528 100.00% 12.092%
12 9.639 1281 1284 1287 rBV 406195 294276 4._.97% 0.601%
13 9.933 1329 1334 1337 rVB 1805447 1698465 28.69% 3.469%
14 10.716 1462 1467 1470 rBV 3584912 3071466 51.88% 6.273%
15 11.416 1582 1586 1589 rBV 1514548 1423201 24.04% 2.907%

16 11.939 1671 1675 1687 rBV 343946 325885 5.50% 0.666%
17 12.457 1759 1763 1768 rBV2 73293 77824 1.31% 0.159%
18 12.722 1805 1808 1812 rBV 97044 94432 1.59% 0.193%
19 12.998 1850 1855 1858 rBV 4803285 4300761 72.64% 8.784%
20 13.892 2003 2007 2011 rBV 511918 525297 8.87% 1.073%

21 14.045 2029 2033 2037 rBV 1539784 1360080 22.97% 2.778%

22 14.521 2112 2114 2118 rBV2 80922 76638 1.29% 0.157%
23 15.521 2279 2284 2289 rVB 933425 1158773 19.57% 2.367%
24 16.057 2372 2375 2381 rBV 65746 81204 1.37% 0.166%

25 17.762 2660 2665 2673 rVB4 165471 359638 6.07% 0.735%

Sum of corrected areas: 48962949
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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\BF122018\
BF111652.D

20 Dec 2018 21:27

Ju/sJ

J6357-06

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000{ 5 95

TIC: BF111652.D
6.67

5.53 6.53
7.06

5.13

4.03

7.46

Or—
Time-->

T I
2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF111652.D
9|25

10.72

8.17 9.93
11.42

9.64 11.94
12.46 12.72

13.00

Ol
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF111652.D

14.04
15.52

13.89
14.52 16.06 17.76

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18

.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111652.D

Aca On : 20 Dec 2018 21:27

Operator : JU/SJ

Sample : J6357-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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.

2.25 14.71 ng 926135 1,4-Dichlorobenzene-d4 6.90
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 28 (2.252 min): BF111652.D (-19) (-) m/z 73.10 100.00%
73.1

-

5000 431
55.0 87.1
| 2.20 2.30 2.40 2.50 2.60 2.70
bbb et e e e e e e || M/ 43.10 45 40%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60 2.70
550 87.0 m/z 55.05 30.02%
29.0
ol Ll .
B B o B LI I N b e e o e S R R S
m/z--> 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 2.70
5000 410 550 m/z 87.10 25.38%
29.0
o ] sro 1120 a0
(O o o B B LIS o o o e o RARA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.10 14.70%
5000 43.0
58.0
N R S S N DM
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111652.D

Aca On : 20 Dec 2018 21:27

Operator : JU/SJ

Sample : J6357-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.13 4_.44 ng 279657 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 517 (5.128 min): BF111652.D (-512) (-) m/z 43.00 100.00%
43.0
59.1
5000
| 60 1°|“ 480 500 520 540
Y 1Mt AN m/z 59.10 53.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A RN RARRE R
4.80 5.00 5.20 5.40
59.0 m/z 101.10 15.90%
27.0 700 83.0 101.0
Ot e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 500 520 540
5000 m/z 58.00 14 .55%
41.0
29.0 101.0
O'W'”MM”JJ“'P“MV'”?%Q'ﬁqp'“ﬂt”'P“'P'”l“”l”'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R E e R
59.0 4.80 5.00 5.20 5.40

m/z 41.10 8.36%

5000 41.0

‘H / It 73.0 1260 1420

S SO A

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111652.D

Aca On : 20 Dec 2018 21:27

Operator : JU/SJ

Sample : J6357-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 3 unknown6.67 Concentration Rank 1

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

6.67 85.54 ng 5386640 1,4-Dichlorobenzene-d4 6.90
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 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 779 (6.669 min): BF111652.D (-774) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 IREBE ARSI S
40.0 541 J 6.40 6.60 6.80 7.00
ol 4828 | 80 m/z 68.10 45.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 S RASE LA ARAS AR
6.40 6.60 6.80 7.00
33.0 105.0 m/z 134.00 33.75%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk 5k ok 750
5000 980 1160 m/z 66.10 30.38%
0 |||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A AR R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.52%
117.0
5000
91.0
Tas, L4
0 w“--f--W-rm--“u-H-.”--EH-“‘-.--nu----u---- IREBE ARSI S
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111652.D

Aca On : 20 Dec 2018 21:27

Operator : JU/SJ

Sample : J6357-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.94 4_.58 ng 325885 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1675 (11.939 min): BF111652.D (-1671) (-) m/z 43.10 100.00%
431 |, 731
5000 1291
97.0 213.2 o e T e
o1 T 021 256.3 11.60 11.80 12.00 12.20
0 ’ m/z 73.10 99.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L B R DU I
83.0 nmnmnmnm
‘J‘“ 1570 1gso 2130 2560 | | M/Z 59.95  93.74%
4 A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
nmnmnmn%
5000 129.0 m/z 41.10 79.63%
0150\‘ 1l
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 55.10 77.24%
5000 129.0
0l15.0 |
IIII""IIII AR AR A AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111652.D

Aca On : 20 Dec 2018 21:27

Operator : JU/SJ

Sample : J6357-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 6 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 7.72 ng 525297 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 2007 (13.892 min): BF111652.D (-2003) (-) m/z 43.10 100.00%

43.1 83.1

K

5000
139.2 13.60 13.80 14.00 14.20
167.1 196.2 230.1 .2 302.1327.
Olrrrprrreihes 267.2 3212 m/z 55.10 99.59%
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 L

13.60 13.80 14.00 14.20
m/z 57.10 97.32%

29.0
167.0 196.0

238.0 266.0 294.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate
57.0 83.0
R EEEEE R RS R
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 84_12%
o \ 13901670 106.0202.0  266.0294.0325 o
T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 e
.0 83.0 13.60 13.80 14.00 14.20
m/z 69.05 79.17%
5000 1110
29.0
o 167.0195.0222.0 250.0 280.0 308.0 336.0

m/z--> 20 40 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\BF122018\
Data File : BF111652.D

Aca On : 20 Dec 2018 21:27

Operator : JU/SJ

Sample : J6357-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 7 unknownl7.76 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.76 6.21 ng 359638 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 2.3.6-trimethvl- 121 C8H11N 001462-84-6 25
2 .gamma.-Elemene 204 C15H24 029873-99-2 25
3 Silane. chlorotriethvl- 150 C6H15CISiH 000994-30-9 15
4 2(5H)-Furanone. 4-methvl-3.5.5-t... 260 C17H2402 089902-28-3 14
5 Fumaric acid, di(4-methoxyphenyl... 328 C18H1606 1000344-75-2 11

Abundance Scan 2665 (17.762 min): BF111652.D (-2660) (-) m/z 105.05 100.00%
1
5000
241.1275.3 3652 4084 | 17.40 17.60 17.80 18.00
0 m/z 95.05 93.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #9615: Pyridine, 2,3,6-trimethyl-
12f.0
5000 L DR B RN BRI B
20.0 17,40 17.60 17.80 18.00
' m/z 91.10 80.36%
39.0
ol .‘!#n.Lw,L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #64295: .gamma.-Elemene
121.0
41.0 17.40 17.60 17.80 18.00
5000 m/z 121.10 79.02%
79.0
" 204.0
0 .H..,JJJ.WA.[,H.'\,...L,l........ B
m/z--> 50 100 150 200 250 300 350 400
Abundance #24203: Silane, chlorotriethyl- R i
121.0 17,40 17.60 17.80 18.00
m/z 205.20 74 .64%
5000
65.0
270 | .} | 1520
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122018\
Data File : BF111652.D

Acq On : 20 Dec 2018 21:27

Operator : JU/SJ

Sample : J6357-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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]
Butane, 2-methoxy... 2.25 14.7 ng 926135 1 6.90 1259500 20.0
2-Pentanone, 4-hy... 5.13 4.4 ng 279657 1 6.90 1259500 20.0
unknown6 .67 6.67 85.5 ng 5386640 1 6.90 1259500 20.0
n-Hexadecanoic acid 11.94 4.6 ng 325885 4 11.42 1423200 20.0
1-Heneicosanol 13.89 7.7 ng 525297 5 14.05 1360080 20.0
unknownl7.76 17.76 6.2 ng 359638 6 15.52 1158770 20.0
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