LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\

Data File : BF104521.D

Aca On : 14 Apr 2018 12:27 Instrument :
Operator : JU/SJ BNA_F

Sample - J2368-15 ClientSampleld :
Misc - 041118-SIDI-E-D-M
ALS Vial : 52 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 5.004 492 496 504 rvB 160231 165989 3.81% 0.638%
2 5.422 563 567 570 rBVY 1522960 1334453 30.60% 5.131%
3 6.034 668 671 677 rBV 60247 62964 1.44% 0.242%
4 6.439 736 740 748 rBV 901610 864735 19.83% 3.325%
5 6.575 759 763 767 rBVY 2516524 2353912 53.98% 9.051%

6.804 799 802 806 rBV 1011198 880875 20.20% 3.387%
6.963 825 829 833 rBV 3197791 3216821 73.76% 12.369%
7.375 893 899 902 rBV 2583620 2650832 60.79% 10.192%
7.457 909 913 925 rVB 39843 51927 1.19% 0.200%
8.092 1017 1021 1024 rBV 1297657 1139325 26.13% 4_.381%

=
QO ~NO®

11 9.169 1199 1204 1207 rBV 4396796 4360962 100.00% 16.768%
12 9.557 1267 1270 1279 rBV 308349 274608 6.30% 1.056%
13 9.845 1314 1319 1328 rVB 1359610 1190040 27.29% 4_.576%
14 10.275 1384 1392 1395 rBV2 90426 84159 1.93% 0.324%
15 10.633 1449 1453 1464 rVB 1488196 1480627 33.95% 5.693%

16 10.745 1469 1472 1482 rVB 91269 91974 2.11% 0.354%
17 11.333 1568 1572 1576 rBV 1115363 931706 21.36% 3.582%
18 12.739 1808 1811 1815 rBV 129058 98664 2.26% 0.379%
19 12.927 1838 1843 1846 rBV 3134572 3072585 70.46% 11.814%
20 13.445 1928 1931 1935 rBV 79579 70466 1.62% 0.271%

21 13.815 1991 1994 2007 rBV 168244 206511 4.74% 0.794%
22 13.980 2018 2022 2029 rVB 841643 789763 18.11% 3.037%
23 15.439 2265 2270 2281 rVB 479939 634121 14.54% 2.438%

Sum of corrected areas: 26008019
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\

Data File : BF104521.D

Aca On : 14 Apr 2018 12:27

Operator : JU/SJ

a?ggle i J2368-15 041118-SIDI-E-D-M
ALS Vial : 52 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
Abundance TIC: BF104521.D
4000000
6.96
3000000
6.57 7.37
2000000
5.42
1000000 6.44 6.80
5,00 6.03 [7.46
e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF104521.D
9|17
4000000
12.93
3000000
2000000
8.00 985 10.63
11.33
1000000
9.56
\ 10.27 0.75 12.74 13.44
0|----|----|------"----J‘ﬁ--'“----------------------"-
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF104521.D
4000000
3000000
2000000
1000000 13.98
15.44
13.82
T -
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\

Data File : BF104521.D

Aca On : 14 Apr 2018 12:27

Operator : JU/SJ

a?ggle i J2368-15 041118-SIDI-E-D-M
ALS Vial : 52 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 Acetic acid, 1,1-dimethylet... Concentration Rank 4

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

5.00 3.77 ng 165989 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 23

Abundance Scan 495 (4.998 min): BF104521.D (-492) (-) m/z 43.00 100.00%
43
59
5000
101 SRS SRS SRR
| 83 | 460 4.80 5.00 5.20 5.40
o ) S S — m/z 59.00 57.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
57
5000 AR I UL L
460 4.80 5.00 5.20 5.40
29 101 m/z 101.00 18.97%
o2 | 73 83
LA RARA RN RRRRS SRR ARRAN NARRS ARARA RRRRA RARSS SARANLALAS BRARS SARSI BARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520 5.40
5000 5o m/z 58.00 16.82%
15 101
. 31 51 83
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 e e
59 460 4.80 5.00 5.20 5.40
m/z 41.10 10.09%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 4'0 5'0 6|0 70 80 90 100 110 120 150 140 460 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 : BF104521.D

Aca On : 14 Apr 2018 12:27

Operator : JU/SJ

a?ggle i J2368-15 041118-SIDI-E-D-M
ALS Vial : 52 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 unknown6.57 Concentration Rank 2

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

6.57 53.44 ng 2353910 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 762 (6.569 min): BF104521.D (-759) (-) m/z 132.00 100.00%
132
5000 68
6 rrrrTyrTTrr T T T T T T T
40 _ s | 75 104 6.20 6.40 6.60 6.80 7.00
o R T ??...' N1 A Ml = I N m/z 68.10 42.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AR AR SRR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 31.67%
38 ‘
O P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 27 .29%
104
oL 14 27 374451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine R EEmam ey
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 16.89%

5000 104

39 52 g5 78

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 700

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\

Data File : BF104521.D

Aca On : 14 Apr 2018 12:27

Operator : JU/SJ

a?ggle i J2368-15 041118-SIDI-E-D-M
ALS Vial : 52 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 4 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.74 2.50 ng 98664 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 87
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 74
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 47
4 (n-Butvlthio)acetonitrile 129 C6H11NS 071037-08-6 43
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35

Abundance Scan 1811 (12.739 min): BF104521.D (-1808) (-) m/z 56.00 100.00%
56
5000
& 129 257 "
3 97 157 185 213 239 1240 12.60 12.80 13.00
Ol m/z 57.10 55.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000
12.40 12.60 12.80 13.00
29 257 m/z 43.05 36.90%
101 185 213 239 312
R P i g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.40 12.60 12.80 13.00 |
5000 m/z 41.05 36.38%
29 73
o 97113 157 185 213 239757 L app
R R R A LA A R KR LA LA LA LA RAAAN LA LR RN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester
57 12.40 12.60 12.80 13.00
m/z 73.00 29.99%
5000 4
239 957
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 2&'30 3(')0 ' 12. 40 12.60 12.80 13.00 i
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104521.D

Aca On : 14 Apr 2018 12:27

Operator : JU/SJ

Sample : J2368-15

Misc :

ALS Vial : 52 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 1-Heptacosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.82 5.23 ng 206511 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 1995 (13.821 min): BF104521.D (-1991) (-) m/z 57.05 100.00%
57 83
5000 11 ?
139 13.60 13.80 14.00 14.20
o -“. paor 207 . m/z 83.10 88.42%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000
125 13.60 13.80 14.00 14.20
m/z 43.05 84.67%
L 2L L1011 509 296 oma 200 a0 350 318
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
1360 13.80 14.00 14.20
5000 111 m/z 55.00 80.58%
29
o 139 167 106 238 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57 13.60 13.80 14.00 14.20
97 m/z 97.10 78.16%
5000
29 125
ol d i b | ) o0 1% 224 29 g0
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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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:\HPCHEMI\BNA_F\DATA\BF041318\
BF104521.D

14 Apr 2018 12:27

Ju/sJ
J2368-15

52

Sample Multiplier: 1

041118-SIDI-E-D-M

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

RT EstConc

Units Response

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

Acetic acid, 1,1-... 5.00
unknown6 .57 6.57
Hexadecanoic acid... 12.74
1-Heptacosanol 13.82

ng 165989
ng 2353910
ng 08664
ng 206511
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1 6.80 880875 20.0
1 6.80 880875 20.0
5 13.98 789763 20.0
5 13.98 789763 20.0
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