LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107811.D

Aca On : 30 Jul 2018 20:20

Operator : JU/SJ

Sample : J4217-05

Misc :

ALS Vial : 12 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-BF073018.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 5.201 483 487 504 rBV 583912 843452 17.63% 1.870%
2 5.601 552 555 593 rBY 2782674 4295391 89.80% 9.521%
3 6.607 722 726 744 rBVY 2556048 4416188 92.33% 9.789%
4 6.736 744 748 778 rVB 3616856 4783126 100.00% 10.602%
5 6.960 783 786 808 rVB 759966 1193442 24.95% 2.645%
6 7.113 808 812 828 rBVY 2909901 3315741 69.32% 7 .350%
7 7.525 878 882 906 rBVY 1697787 2921717 61.08% 6.476%
8 8.242 1000 1004 1022 rBVY 1240224 1640837 34.30% 3.637%
9 9.313 1180 1186 1196 rBVY 3950586 4641824 97.05% 10.289%
10 9.707 1248 1253 1259 rBV 297137 371748 7.77% 0.824%

11 10.001 1299 1303 1316 rBV 1682669 1798244 37.60% 3.986%
12 10.407 1366 1372 1374 rVB4 34455 49060 1.03% 0.109%
13 10.795 1434 1438 1452 rBV 2492379 3368966 70.43% 7.468%
14 11.495 1553 1557 1569 rBV 1561576 2073840 43.36% 4_.597%
15 12.001 1640 1643 1648 rBV 191837 229939 4.81% 0.510%

16 12.554 1734 1737 1740 rBV3 45405 48898 1.02% 0.108%
17 12.713 1761 1764 1771 rBV 161343 203066 4._.25% 0.450%
18 12.924 1798 1800 1802 rBV 72888 82215 1.72% 0.182%

19 12.948 1802 1804 1808 rVB 147010 157726 3.30% 0.350%
20 13.077 1822 1826 1837 rBV 3703355 4348732 90.92% 9.639%

21 13.283 1859 1861 1865 rVB 111112 103649 2.17% 0.230%
22 13.595 1911 1914 1917 rVvV 117627 104950 2.19% 0.233%
23 13.624 1917 1919 1922 rVB 133442 103573 2.17% 0.230%
24 13.954 1972 1975 1981 rBV 338800 348210 7.28% 0.772%
25 14.095 1996 1999 2001 rBV 202579 177679 3.71% 0.394%

26 14.148 2004 2008 2019 rVB 1210712 1688237 35.30% 3.742%
27 14.271 2027 2029 2032 rVB 160819 117385 2.45% 0.260%
28 14.577 2078 2081 2087 rBV2 197799 312789 6.54% 0.693%
29 14.895 2133 2135 2138 rVB 144228 141180 2.95% 0.313%
30 15.683 2264 2269 2279 rVB 742173 1232633 25.77% 2.732%

Sum of corrected areas: 45114437

8270-BF073018.M Tue Jul 31 14:59:18 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107811.D

Aca On : 30 Jul 2018 20:20

Operator : JU/SJ

Sample : J4217-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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: BF107811.D
6.74
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Abundance TIC: BF107811.D
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Abundance TIC: BF107811.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107811.D

Aca On : 30 Jul 2018 20:20

Operator : JU/SJ

Sample : J4217-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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.

5.20 14.13 ng 843452 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 487 (5.201 min): BF107811.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 480 500 520 540 560
83.0 : : : :
o..,....,....,....',':...5,1.0...i..6.7.1,....,....,....,|....,. m/z 58.95 64.19%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RSN U LA RN I
59.0 480 500 520 540 5.60
m/z 101.00 18.04%
3L0 | 830 g3 l010
O e B e e S i
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 5.00 5.20 5.40 5.60
5000 m/z 57.95 17.09%
41.0
29.0 101.0
0..,....,...HHM...H:Mu?%?ul:i....7?9.,.%@9,....J....,
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- T T T T
59.0 480 5.00 520 5.40 5.60
m/z 41.00 7.86%
5000
L 0 101.0
A A 4'0 T % i o) Lab ok il o abe
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107811.D

Aca On : 30 Jul 2018 20:20

Operator : JU/SJ

Sample : J4217-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 80.16 ng 4783130 1,4-Dichlorobenzene-d4 6.96
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 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.742 min): BF107811.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.0 /\\
960 """"""""""'
40.0 54.0 6.40 6.60 6.80 7.00
Obrrrerrerrre et el e 830 L 2070 m/z 68.00 35.59%
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 SRR AR AN AR N

6.40 6.60 6.80 7.00
m/z 134.00 33.23%

31.0 51.0

S T /NS PO NN ) RS N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

o

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

6.40 6.60 6.80 7.00

5000 67.0 m/z 66.00 23.32%
41.0 53.0 97.0 1170
‘ ‘ 79.0 ’
0 “ AN \‘m‘ 1] [, ‘ Il
R R L B o o R e e e R SRR R S RRRRA R
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 13.59%

5000
104.0
66.0
149 270 390 SO0 1 708 s90 | mso |

\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107811.D

Aca On : 30 Jul 2018 20:20

Operator : JU/SJ

Sample : J4217-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.00 2.22 ng 229939 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 81
2 Tetradecanoic acid 228 C14H2802 000544-63-8 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 1643 (12.001 min): BF107811.D (-1640) (-) m/z 73.00 100.00%
43.0 | 73.0
5000
12 192.1 ,zf;$4*fF%gJL““~ww»-v-
97.0 1711 -1213.2
| 49, 256.2 11.60 11.80 12.00 12.20 12.40
Ol prrrs i m/z 59.95 95.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
0

43.0 | 73 L_m
5000 129.0 ,....,...J,....,”..,..
11.60 11.80 12.00 12.20 12.40
: m/z 43.00 85.24%
15.0 | .
O.H,A.ﬁln
60

3

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 R e S
11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.00 80.50%
0! 15.0 WWM}W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid B BEE e e
60.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 79.01%
5000 129.0
83.0
157.0 1850 213.0 256.0
0 4 ,
- IIIIIIIIIIIIIIIIIIIIIII
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\BF073018\
Data File : BF107811.D

Aca On : 30 Jul 2018 20:20

Operator : JU/SJ

Sample : J4217-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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-Dodecanol, 2-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.13 ng 348210 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
3 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 91
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 76
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 74
Abundance Scan 1974 (13.948 min): BF107811.D (-1972) (-) m/z 57.00 100.00%
57.0
5000
T aea 13160 1280 14100 1420 "
Obrrts ...,.l.l.=,1.7.4.'.2,..J..,2.7.5.'.2,....,....,....,....,....,....,.... m/z 43.00 74.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0
5000 AR L SN UL B
13.60 13.80 14.00 14.20
Lo m/z 55.00 63.60%
0 l | 1167.0 224.0 2800
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #119525: 1-Decanol, 2-octyl-
57.0
13.60 13.80 14.00 14.20
5000 m/z 71.10 55.91%
111.0
ol 4 4] 168.0  252.0
m/z--> 50 160 150 200 250 300 350 400 450 500 550 600
Abundance #242008: Tetratriacontyl pentafluoropropionate R e e o N EEmms
57.0 13.60 13.80 14.00 14.20
m/z 83.10 48.67%
5000
111.0
0 | J, L167 0222.0 278 0 334.0 390.0  476.0 622.0
m/z--> 55 160 150 200 250 300 350 400 450 500 550 600 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107811.D

Aca On : 30 Jul 2018 20:20

Operator : JU/SJ

Sample : J4217-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Tricosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .58 3.71 ng 312789 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 83
2 Hexacosane 366 C26H54 000630-01-3 83
3 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 83
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2081 (14.577 min): BF107811.D (-2078) (-) m/z 57.00 100.00%
57.0
5000
" Jgj-l 1t 1071 292 sors sy sons | 1420 1440 160 1680
O e e N e m/z 71.10 55.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57.0
5000 L B B B UL
14.20 14.40 14.60 14.80
324.0 m/z 43.00 52.96%
11l ,1 110 0 o o
m/z--> - '55 ' 150 200" "2éo" ' 560" ' 5%0" ' 260
Abundance #194493: Hexacosane
57.0
14.20 14.40 14.60 1480
5000 m/z 85.10 44 .27%
99.0
oL L. ] |1y 1410 1830 2250 267.0_ 309.0 3610
m/z--> 55 160 1éo 200 250 300 350 400
Abundance #105891: Heptadecane, 3-methyl- R R ma e AR
57.0 14.20 14.40 14.60 14.80
m/z 55.00 22 .94%
5000
99.0 225.0
027\)'0 | .| .J \J JJ %4%0\ 183 0 A 254'0
m/z--> 50 160 1éo 200 2%0 360 350 400 1450 1440 1460 14%0 '

8270-BF073018.M Tue Jul 31 14:59:22 2018 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073018\
Data File : BF107811.D

Acq On : 30 Jul 2018 20:20

Operator : JU/SJ

Sample : J4217-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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... 5.20 14.1 ng 843452 1 6.96 1193440 20.0
unknown6 .74 6.74 80.2 ng 4783130 1 6.96 1193440 20.0
Pentadecanoic acid 12.00 2.2 ng 229939 4 11.49 2073840 20.0
1-Dodecanol, 2-oc... 13.95 4.1 ng 348210 5 14.15 1688240 20.0
Tricosane 14.58 3.7 ng 312789 5 14.15 1688240 20.0
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