LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104482.D

Aca On : 13 Apr 2018 16:54

Operator : JU/SJ

Sample : J2360-01

Misc :

ALS Vial : 11 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 F\METHODS\8270-BF040618.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 5.034 496 501 508 rvB 105396 143163 4_.19% 0.512%
2 5.428 562 568 571 rBVY 2874182 2937853 85.93% 10.515%
3 6.075 674 678 692 rVB 51342 88905 2.60% 0.318%
4 6.445 735 741 745 rBV 2645659 2994792 87.60% 10.719%
5 6.581 759 764 767 rBVY 3093022 3049888 89.21% 10.916%

6.810 799 803 806 rvB 1012771 788008 23.05% 2.820%
6.969 825 830 833 rBV 2650062 2404590 70.33% 8.607%
7.375 893 899 902 rBV 1837753 1915134 56.02% 6.855%
8.092 1017 1021 1024 rBV 1311547 1050980 30.74% 3.762%
9.169 1199 1204 1208 rBV 3341086 3418866 100.00% 12.237%

=
QO ~NO®

11 9.563 1267 1271 1274 rBV 485403 391793 11.46% 1.402%
12 9.775 1304 1307 1311 rVB 124269 94150 2.75% 0.337%
13 9.851 1316 1320 1328 rVB 1332849 1140264 33.35% 4._.081%
14 10.275 1389 1392 1395 rVB 130267 107789 3.15% 0.386%
15 10.498 1424 1430 1432 rBV 32182 41584 1.22% 0.149%

16 10.639 1450 1454 1458 rBV 1883782 1839432 53.80% 6.584%
17 10.751 1470 1473 1478 rBV 113063 113819 3.33% 0.407%
18 11.198 1546 1549 1553 rBV 52940 49227 1.44% 0.176%
19 11.339 1569 1573 1576 rBV 1241930 1017230 29.75% 3.641%
20 12.927 1838 1843 1847 rBV 2545983 2659887 77.80% 9.520%

21 13.816 1991 1994 1998 rBV 310789 303711 8.88% 1.087%
22 13.986 2019 2023 2026 rBV 794939 724477 21.19% 2.593%
23 15.451 2268 2272 2281 rBV 494379 663060 19.39% 2.373%

Sum of corrected areas: 27938602
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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:\HPCHEMI\BNA F\DATA\BF041318\

BF104482.D

13 Apr 2018 16:54

JussJ

J2360-01

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104482.D

Aca On : 13 Apr 2018 16:54

Operator : JU/SJ

Sample : J2360-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.03 3.63 ng 143163 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 43
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 500 (5.028 min): BF104482.D (-496) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 4.60 4.80 5.00 5.20 5.40
)RV 1 UHIESSSOY | RS MU S m/z 59.00 60.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R UL L I I
59 460 4.80 5.00 520 5.40
m/z 101.00 23.56%
15 31 101
o . 25.° 37, 53 83 \
miz--> e A e A A AR A
Abundance
59
460 480 500 520 540
5000 m/z 58.00 15.62%
y 4
102
15 53 3 87
e S I S SULIURS SURILIL IS IULIULS SULIRS SIS I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T e B
43 460 4.80 5.00 5.20 5.40
m/z 41.00 9.28%
5000
101
o 15 253137 | 5 %8 g9 86
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 F\DATA\BF041318\
Data File : BF104482.D

Aca On : 13 Apr 2018 16:54

Operator : JU/SJ

Sample : J2360-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 5

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

6.07 2.26 ng 88905 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 74
2 Ethane. 1-methoxv-2-(methoxvmeth... 120 C5H1203 074498-88-7 40
3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 38
4 Paraldehvde 132 C6H1203 000123-63-7 9
5 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 9

Abundance Scan 677 (6.069 min): BF104482.D (-674) (-) m/z 45.00 100.00%
45
5000 59 AA\
| s, TIO "'ésb"éob"ézb"é46"'
Ol e e e Sl e M/Z 59.00  40.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9259: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59 IRRRE AR "|""|""
5.80 6.00 6.20 6.40
31 90 m/z 58.00 23.23%
15 ‘ ‘ 75
0"'|"t'|'?§lh"'§?Jl"|""ﬁ""|”t'|""w""}9?"|""|""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
580 6.00 6.20 6.40
5000 m/z 90.00 15.96%
a1 59
o 39 75 0 105 119
I RIS UL U IULLI UL SO UL SO SRS S B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8863: 2—Pr0pan0|, l—(l—methylethoxy)— l||||||||||lll|llll|llll,
45 580 6.00 6.20 6.40
m/z 89.00 15.10%
5000 59
31 23
3
0 o) | s3 | o7 || s 0 |
m/z--> 10 20 3'0 40 50 6|0 70 80 90 100 110 120 580 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104482.D

Aca On : 13 Apr 2018 16:54

Operator : JU/SJ

Sample : J2360-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.58 Concentration Rank 1

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

6.58 77.41 ng 3049890 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 764 (6.581 min): BF104482.D (-759) (-) m/z 132.00 100.00%
5000 68
40 54 % 620 640 6.60 6.80 7.00
o [ & | Weus o m/z 68.10  40.33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 LR R N A
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.43%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 25.63%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B R e e )
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.09%
5000 og M°
I L 8 I‘;ﬂm,\,\‘l,,m, s 8 IS | 0
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104482.D

Aca On : 13 Apr 2018 16:54

Operator : JU/SJ

Sample : J2360-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.24 ng 113819 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1473 (10.751 min): BF104482.D (-1470) (-) m/z 57.05 100.00%
57
43 71
5000
99 UL SUNLIN BN SN
113197141 10.40 10.60 10.80 11.00
Ol 195169 m/z 71.05 72.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105884: Octadecane
43 57
71
5000 85 NN SN
mmmmmmnm
99 m/z 43.05 70.49%
29 113127
0 | L T 141155169183197211225 254
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 250 2éo
Abundance
57
NN L SN
43 71 10.40 10.60 10.80 11.00
5000 P m/z 85.10 47 .27%
29
113 169
O e A O S .. N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94346: Heptadecane LI L L L L L L N B
57 10.40 10.60 10.80 11.00
43 7 m/z 41.05 29.99%
85
5000
29 99
| 113127141155 240
ob1s | L d o L TMs1601s10701 240 e S b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 40 10. 60 10 80 11. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104482.D

Aca On : 13 Apr 2018 16:54

Operator : JU/SJ

Sample : J2360-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 8.38 ng 303711 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93

Abundance Scan 1995 (13.821 min): BF104482.D (-1991) (-) m/z 83.10 100.00%

5000

-

13.60 13.80 14.00 14.20
m/z 57.05 95.01%

196 153

o 182 210225 247 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

s

5000 LA L L L L L LB
13.60 13.80 14.00 14.20
m/z 97.10 92.89%
0 139 167182 210 238 266 294
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
R
13.60 13.80 14.00 14.20
5000 111 m/z 55.00 89.07%
29 126

154 182 210 238 266

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol L B e A
55 13.60 13.80 14.00 14.20
m/z 43.10 87 .68%
5000
29 139
oL i 167182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13 80 14. OO 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041318\
Data File : BF104482.D

Acq On : 13 Apr 2018 16:54

Operator : JU/SJ

Sample - J2360-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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]
2-Pentanone, 4-hy... 5.03 3.6 ng 143163 1 6.81 788008 20.0
Ethanol, 2-(2-met... 6.07 2.3 ng 88905 1 6.81 788008 20.0
unknown6 .58 6.58 77.4 ng 3049890 1 6.81 788008 20.0
Octadecane 10.75 2.2 ng 113819 4 11.34 1017230 20.0
1-Heneicosanol 13.82 8.4 ng 303711 5 13.99 724477 20.0
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