LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\

Data File : BF109715.D

Aca On - 10 Oct 2018 00:39 Instrument :
Operator : JU/SJ BNA_F

Sample  : J5326-36 It
Misc i FL-PH-1-STONE
ALS Vial : 19 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-BF100818 .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 4.898 475 478 486 rBV 47154 69612 3.22% 0.387%
2 5.316 545 549 578 rBY 1381591 1689062 78.03% 9.401%
3 6.345 720 724 741 rBVY 1387914 1861727 86.01% 10.362%
4 6.469 741 745 769 rVB 1803273 1995269 92.18% 11.105%
5 6.698 780 784 794 rBV 357029 493085 22.78% 2.744%
6 6.851 806 810 834 rBVY 1507438 1515138 70.00% 8.433%
7 7.257 876 879 897 rBV 814827 1157259 53.46% 6.441%
8 7.975 997 1001 1018 rBV 499412 623787 28.82% 3.472%
9 9.051 1180 1184 1214 rBV 2037260 2164577 100.00% 12.047%
10 9.445 1247 1251 1268 rBV 137387 152630 7 .05% 0.849%

11 9.722 1294 1298 1315 rBV 618459 628407 29.03% 3.497%
12 10.510 1428 1432 1447 rBV 763122 1017439 47.00% 5.663%
13 11.198 1546 1549 1568 rBV 408432 556164 25.69% 3.095%
14 11.739 1638 1641 1649 rBV2 27010 35965 1.66% 0.200%
15 12.780 1814 1818 1834 rBV 1834023 1754795 81.07% 9.766%

16 13.015 1854 1858 1864 rBV 20057 21696 1.00% 0.121%
17 13.357 1912 1916 1919 rBV 35243 32632 1.51% 0.182%
18 13.686 1968 1972 1987 rBV3 102225 209107 9.66% 1.164%
19 13.827 1991 1996 2008 rVvVv 591122 664233 30.69% 3.697%

20 13.998 2022 2025 2029 rBV 59837 54752 2.53% 0.305%
21 14.298 2073 2076 2080 rBV 69470 66844 3.09% 0.372%
22 14.592 2122 2126 2130 rBV 107265 105133 4._86% 0.585%
23 14.662 2134 2138 2142 rVV 52690 51674 2.39% 0.288%

24 14.904 2175 2179 2184 rBV 125131 127558 5.89% 0.710%
25 15.221 2229 2233 2237 rBV 393026 586748 27.11% 3.266%

26 15.645 2300 2305 2311 rBV 100737 141615 6.54% 0.788%
27 16.098 2376 2382 2395 rVB2 69740 136176 6.29% 0.758%
28 16.633 2467 2473 2479 rBV2 28609 54572 2.52% 0.304%

Sum of corrected areas: 17967656
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100918\
Data File : BF109715.D

Aca On : 10 Oct 2018 00:39

Operator : JU/SJ

Sample : J5326-36

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF100818.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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\BF100918\
Data File : BF109715.D

Aca On : 10 Oct 2018 00:39

Operator : JU/SJ

Sample : J5326-36

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 8

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

4.90 2.82 ng 69612 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
4 Propvlamine 59 C3HSN 000107-10-8 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 478 (4.898 min): BF109715.D (-475) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 T T
| 831 | 4.60 4.80 5.00 5.20
o | OSSN | D S E m/z 59.00 55.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LS UL L
59.0 460 480 500 520
m/z 101.00 21.19%
31.0 83.0 101.0
O e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520
5000 m/z 58.00 14.61%
20.0 101.0
0 e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43.0 460 4.80 5.00 5.20
m/z 41.00 10.47%
5000
101.0
15.0 58.0
B . | A Y- WY V3 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109715.D

Aca On : 10 Oct 2018 00:39

Operator : JU/SJ

Sample : J5326-36

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown6.47 Concentration Rank 1

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

6.47 80.93 ng 1995270 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 745 (6.469 min): BF109715.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.0
" 620 640 6.60 6.80
0 B E e m/z 68.05 42 .87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 S R L UL A
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 32.70%
5.0 00 59
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
90 o 650 ok 660 6k
5000 ' m/z 66.00 27 .04%
31.0 510
0 ‘ [ 1 H (1 L 1
L S L S UL UL IR UL LA WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.64%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R A BARRN EEE s B
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109715.D

Aca On : 10 Oct 2018 00:39

Operator : JU/SJ

Sample : J5326-36

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Oxalic acid, isobutyl hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.69 6.30 ng 209107 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 87
4 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 87
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 83
Abundance Scan 1973 (13.692 min): BF109715.D (-1968) (-) m/z 57.05 100.00%

57.0

83.0

5000
207.1 230.1 281.0 13.40 13.60 13.80 14.00
01 m/z 43.05 89.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57.0
5000 LA L L L L LB
13. 40 13 60 13. 80 14. 00
29.0 . m/z 55.05 77.85%
0 || . || 110 1390 196.0 224.0 269.0
I AREES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester
57.0
O i e
13.40 13.60 13.80 14.00
5000 m/z 83.05 72.93%
29.0 83.0
OJ”_‘MH L0 1480 1820 2100 250
R ”'W'”'P'”I”"'”'P""”'"” R AARARRE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95994: 1-Decanol, 2-hexyl-
57.0 13.40 13.60 13.80 14.00

m/z 69.05 70.11%

5000

%

139.0 1580 196.0 224.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109715.D

Aca On : 10 Oct 2018 00:39

Operator : JU/SJ

Sample : J5326-36

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.30 2.01 ng 66844 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane 240 C17H36 000629-78-7 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2076 (14.298 min): BF109715.D (-2073) (-) m/z 57.10 100.00%
51.1
5000 851
T T e
13.1 14.00 14.20 14.40 14.60
141.1169.2
0..'.\,1. O el — m/z 71.05 71.05%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 U PR B B S

14.00 14.20 14.40 14.60
m/z 43.05 64.12%

29.0
Amw DU ]]11? 0114‘1 0160.0197.0225.0253.0  295.0323.0 _ 367.0
iy I A e B L B e e e e e R
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
B EE ma
14.00 14.20 14.40 14.60
5000 m/z 85.10 51.45%
85.0
29.0
. [ 1) 309141.0169.0106.0 240.0
ettt
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0 14.00 14.20 14.40 14.60
m/z 41.00 25.36%
5000 85.0
29.0 113.0
0 “|‘ $-7141.0169.0197.0225.0253.0281.0309.0 338.0
T —t—l R A
m/z--> 50 100 150 200 250 300 350 14. 00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109715.D

Aca On : 10 Oct 2018 00:39

Operator : JU/SJ

Sample : J5326-36

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .90 4_.35 ng 127558 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2178 (14.898 min): BF109715.D (-2175) (-) m/z 57.05 100.00%
57.0
5000
99.1 LN PRI AL SUN

14.60 14.80 15.00 15.20

| 1411 1832 2210 2821
0 ....r.l Aoy 132 210  am21 m/z 71.05 73.06%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
51.0
5000 LA L L L L L L L LB
14.60 14.80 15.00 15.20
‘ 99.0 m/z 43.05 70.92%
41.0
NN g0 a0 20
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
51.0
B S
14.60 14.80 15.00 15.20
5000 m/z 85.05 52_15%
99.0
2nof | | | J L 1410 1830 2250 26602960
e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane S AR RaEE e
57.0 14.60 14.80 15.00 15.20
m/z 55.05 22 .96%
5000
99.0
oL 2000 L)l 4 141. 0 183. 0 2250  281.0  337.0 3940
e K S s I
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109715.D

Aca On : 10 Oct 2018 00:39

Operator : JU/SJ

Sample : J5326-36

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 8 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.64 4.83 ng 141615 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2304 (15.639 min): BF109715.D (-2300) (-) m/z 57.10 100.00%
57.1
5000
9.1 RIS B BN SR
l| ] 411 207.0 15.40 15.60 15.80 16.00
Ol . T m/z 71.10 77.07%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
51.0
5000 LR R BN U S
15.40 15.60 15.80 16.00
99.0 m/z 43.05 66.61%
02m|jjﬂdmm1%02mzmom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0
1540 15.60 15.80 16.00
5000 m/z 85.10 54 _.95%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane e RREER R
57.0 15.40 15.60 15.80 16.00
m/z 55.10 22.10%
5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 1éo 200 250 300 350 ' 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100918\
Data File : BF109715.D

Acq On : 10 Oct 2018 00:39

Operator : JU/SJ

Sample - J5326-36

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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... 4 .90 2.8 ng 69612 1 6.70 493085 20.0
unknown6 .47 6.47 80.9 ng 1995270 1 6.70 493085 20.0
Oxalic acid, isob... 13.69 6.3 ng 209107 5 13.83 664233 20.0
Hexacosane 14.30 2.0 ng 66844 5 13.83 664233 20.0
Eicosane 14.90 4.3 ng 127558 6 15.23 586748 20.0
2-methyloctacosane 15.64 4.8 ng 141615 6 15.23 586748 20.0
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