LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107654.D

Aca On = 25 Jul 2018 13:59

Operator : JU/SJ

Sample : J4096-10

Misc :

ALS Vial : 7 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-BF072018 .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 5.213 484 489 500 rBV 565305 858072 16.07% 1.729%
2 5.601 551 555 594 rBVY 3542466 5340191 100.00% 10.757%
3 6.601 720 725 744 rBVY 3456198 5169062 96.80% 10.413%
4 6.742 744 749 763 rVV 4271821 5189684 97.18% 10.454%
5 6.966 783 787 803 rBVY 1304252 1614635 30.24% 3.253%
6 7.119 809 813 829 rBVY 3497547 4006499 75.03% 8.071%
7 7.530 878 883 907 rBVY 2620369 3488315 65.32% 7.027%
8 8.248 1001 1005 1027 rBV 1950583 2139460 40.06% 4_.310%
9 9.324 1180 1188 1202 rBV 4635712 5147562 96.39% 10.369%
10 9.713 1250 1254 1260 rBV 428180 400437 7 .50% 0.807%

11 10.007 1300 1304 1313 rBvV2 2170877 2067514 38.72% 4.165%
12 10.801 1435 1439 1451 rBV 2871584 3231772 60.52% 6.510%
13 10.889 1452 1454 1460 rVB5 39179 64586 1.21% 0.130%
14 11.501 1554 1558 1570 rBV 1885075 2102710 39.38% 4_.236%
15 12.007 1641 1644 1655 rBV3 227950 301271 5.64% 0.607%

16 12.718 1762 1765 1769 rBV 216703 217523 4_.07% 0.438%
17 12.889 1791 1794 1799 rVB 121243 107684 2.02% 0.217%
18 12.948 1799 1804 1810 rBV 180169 286405 5.36% 0.577%
19 13.083 1823 1827 1838 rBV 3291647 3611700 67.63% 7.275%

20 13.595 1911 1914 1918 rVB2 102747 98546 1.85% 0.199%
21 13.636 1918 1921 1923 rBV2 71185 65162 1.22% 0.131%
22 13.971 1974 1978 1985 rBV3 187642 254620 4.77% 0.513%
23 14.107 1998 2001 2004 rBV 103049 91885 1.72% 0.185%
24 14.154 2004 2009 2020 rVV 1338160 1690877 31.66% 3.406%
25 14.283 2029 2031 2034 rBV 75921 65166 1.22% 0.131%

26 14.589 2081 2083 2091 rVB 103431 105923 1.98% 0.213%
27 14.912 2135 2138 2140 rVB 72933 75599 1.42% 0.152%
28 15.224 2188 2191 2195 rBV 101472 164974 3.09% 0.332%
29 15.265 2196 2198 2203 rVB 156846 168143 3.15% 0.339%
30 15.683 2264 2269 2284 rVB2 915568 1516300 28.39% 3.054%

Sum of corrected areas: 49642277
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072518\
Data File : BF107654.D

Aca On : 25 Jul 2018 13:59

Operator : JU/SJ

Sample : J4096-10

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.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: BF107654.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107654.D

Aca On = 25 Jul 2018 13:59

Operator : JU/SJ

Sample = J4096-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 3

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

5.21 10.63 ng 858072 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 488 (5.207 min): BF107654.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
1on1 480 5.00 520 540 560
83.0
0 ...,....,....,....',':...,..'!~Ii...6?,°....,....,....,|....,. m/z 59.00 61.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR I RS I
59.0 480 500 5.20 540 560
0
150 a0 1010 m/z 101.10 17.71%
0'"I”L'I”'W””'””“"I”:'I”"I”"?iq'l”':m"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
480 5.00 520 540 560
5000 41.0 m/z 57.95 17.57%
31.0
69.0 870
15.0 M il soopl | |90
0"'w"'w"'w"'w"'w"'w"'w"'w"'w"'w"'w
m/z--> 10 20 40 50 60 70 80 90 100 110
Abundance #8404 Propane 2- methyl 2- (l methylethoxy) LI B I B L B B l T
59.0 480 500 5.20 540 5.60

m/z 41.00 8.99%

5000
41.0
29.0 101.0
W gl 500 ] 730  86.0 \
O B e e o I i i S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107654.D

Aca On = 25 Jul 2018 13:59

Operator : JU/SJ

Sample = J4096-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.74 Concentration Rank 1

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

6.74 64 .28 ng 5189680 1,4-Dichlorobenzene-d4 6.97
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.742 min): BF107654.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.0 /
96.0
40.0 540 | 6.40 6.60 6.80 7.00
o vy R =X 1A B | m/z 68.00 38.29%
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
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 34 .23%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 65.95 26.16%
41.0 97.0
53.0
‘ 79.0 117.0
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘...luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.42%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 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\BF072518\
Data File : BF107654.D

Aca On = 25 Jul 2018 13:59

Operator : JU/SJ

Sample = J4096-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.01 2.87 ng 301271 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1645 (12.013 min): BF107654.D (-1641) (-) m/z 60.00 100.00%
6(.0
5000
129.1
83.1 213.2
171.1 A AR AR DA
39D 109. 45 91.9 256.1 11!60 11}80 12!00 12!20 12)40
NN : m/z 73.00 94_57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0
11.60 11.80 12.00 12.20 12.40
97.0 m/z 57.00 92.25%
| 157.0 185.0
obrrrpelle Ml
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 730
11.60 11}80 12!00 12!20 12)40
5000 m/z 55.00 87.61%
129.0
‘ ‘ 97.0 171.0 214.0
o.n,ﬂ.ﬂwnﬁuﬂﬂwﬂ.M.“a“.”,”.w.”.H.”,”...“.P.”,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R o o S
43.0 | 73.0 nmnmnmnmnm

m/z 43.00 81.10%

150\‘ L .

Obrryrtrr it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107654.D

Aca On = 25 Jul 2018 13:59

Operator : JU/SJ

Sample = J4096-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 5-Eicosene, (E)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.97 3.01 ng 254620 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 93
3 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
5 Triacontyl heptafluorobutyrate 634 C34H61F702 1000351-83-2 91
Abundance Scan 1978 (13.971 min): BF107654.D (-1974) (-) m/z 57.00 100.00%
57.0
5000
13.60 13.80 14.00 14.20
ol m/z 43.00 72.02%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
54.0
5000 97.0 AR SRR UL B
13.60 13.80 14.00 14.20
| m/z 55.00 64.16%
o || Jl }39 0 182.0 223.0 _ 280.0
m/z--> 50 160 150 200 250 300 350 400 450
Abundance #104157: E-15-Heptadecenal
43.0
83.0 13.60 13.80 14.00 14.20
5000 m/z 69.00 47 . 77%
25.0
o ¥ ’ .16802100 2520
m/z--> 50 160 15 200 2%0 300 350 400 450
Abundance #232315: Hexacosy! trifluoroacetate T
57.0 13.60 13.80 14.00 14.20
m/z 71.05 46 .65%
97.0
5000
}3.0
ol |, 181.0 222.0 278.0 320.0 364.0 409.0 460.0
m/z--> 55 160 150 200 250 300 350 460 4éo 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072518\
Data File : BF107654.D

Acq On = 25 Jul 2018 13:59

Operator : JU/SJ

Sample - J4096-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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... 5.21 10.6 ng 858072 1 6.97 1614640 20.0
unknown6 .74 6.74 64.3 ng 5189680 1 6.97 1614640 20.0
n-Hexadecanoic acid 12.01 2.9 ng 301271 4 11.50 2102710 20.0
5-Eicosene, (E)- 13.97 3.0 ng 254620 5 14.15 1690880 20.0
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