LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF101618\

Data File : BF109906.D

Aca On - 16 Oct 2018 15:40 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : J5526-14 SUR4&C&851&3
isc :

ALS Vial : 8 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-BF101518.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 2.328 36 41 47 rVB 729762 987232 19.86% 2.034%
2 3.587 252 255 269 rBV 85284 167758 3.37% 0.346%
3 5.222 528 533 538 rVB 181101 205972 4.14% 0.424%
4 5.604 593 598 601 rBY 4991311 4789318 96.33% 9.870%
5 6.598 762 767 771 rBV 4958647 4971787 100.00% 10.246%
6 6.751 788 793 796 rBVY 5180512 4893494 98.43% 10.084%
7 6.981 828 832 835 rVB 1918430 1499179 30.15% 3.089%
8 7.140 855 859 862 rVB 4362635 3860670 77 .65% 7.956%
9 7.540 922 927 930 rBY 3345500 3065717 61.66% 6.318%
10 8.263 1046 1050 1053 rBvV 2265800 1816681 36.54% 3.744%

11 9.339 1228 1233 1236 rVB 4873393 4509530 90.70% 9.293%
12 9.728 1295 1299 1302 rVB 596570 477028 9.59% 0.983%
13 10.022 1345 1349 1353 rBV 1977703 1646266 33.11% 3.393%
14 10.810 1479 1483 1486 rBV 2495164 2074424 41.72% 4._.275%
15 11.510 1599 1602 1605 rBV 1485527 1346162 27.08% 2.774%

16 11.533 1605 1606 1611 rVB 120545 91801 1.85% 0.189%
17 11.722 1634 1638 1642 rBV2 59761 60265 1.21% 0.124%
18 12.016 1685 1688 1691 rBV2 89655 97187 1.95% 0.200%

19 12.539 1774 1777 1780 rBV 199524 168577 3.39% 0.347%
20 12.727 1805 1809 1813 rBV 415803 359543 7.23% 0.741%

21 12.804 1818 1822 1828 rBV5 46823 74011 1.49% 0.153%
22 12.957 1842 1848 1854 rVB 381165 392979 7.90% 0.810%
23 13.098 1868 1872 1875 rVB 3976311 3375219 67.89% 6.955%
24 13.657 1962 1967 1969 rBV2 64863 61841 1.24% 0.127%
25 13.974 2016 2021 2032 rVB6 389830 533880 10.74% 1.100%

26 14.157 2047 2052 2055 rBV 1914624 1920768 38.63% 3.958%
27 14.180 2055 2056 2062 rVB 217641 165291 3.32% 0.341%
28 14.298 2073 2076 2081 rBV 137998 137766 2.77% 0.284%
29 14.610 2126 2129 2136 rVB 268361 296075 5.96% 0.610%

30 14.704 2141 2145 2148 rBV5 43750 57069 1.15% 0.118%
31 14.774 2155 2157 2165 rVBS8 34987 56360 1.13% 0.116%
32 14.927 2180 2183 2190 rVB 244700 280309 5.64% 0.578%
33 15.010 2194 2197 2201 rBV 91627 91665 1.84% 0.189%

34 15.227 2230 2234 2237 rBV 185401 269304 5.42% 0.555%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109906.D

Aca On : 16 Oct 2018 15:40

Operator : JU/SJ

3?22'6 i J5526-14 SUP-4B-C-101518-3
ALS Vial : 8 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.286 2241 2244 2251 rVB 313828 379565 7.63% 0.782%

36 15.551 2285 2289 2294 rVV 103180 130993 2.63% 0.270%
37 15.615 2296 2300 2306 rBV 159480 201016 4._.04% 0.414%
38 15.686 2307 2312 2322 rBV2 1524467 2152682 43.30% 4_.436%
39 16.157 2388 2392 2397 rVV 258877 375506 7.55% 0.774%
40 16.210 2398 2401 2409 rVB3 75513 116819 2.35% 0.241%

41 16.704 2480 2485 2492 rVB2 139797 256425 5.16% 0.528%
42 17.245 2573 2577 2583 rVB3 55776 111769 2.25% 0.230%

Sum of corrected areas: 48525903
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109906.D

Aca On : 16 Oct 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J5526-14 SUP-4B-C-101518-3
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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: BF109906.D
5000000 5,60 6,606)|75

7.14

4000000
7.54

3000000
2000000

1000000 2.33

5.22

- -

T
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: BF109906.D
5000000 9.34

4000000 13.10

3000000

10.81
2000000 10.02
11.51

1000000

9.73 12.7312.96

i 1153172 12,02 1254 |5 g0
—_—— A A e e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF109906.D
5000000

4000000

3000000

14.16

2000000

1000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109906.D

Aca On : 16 Oct 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J5526-14 SUP-4B-C-101518-3
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.33 13.17 ng 987232 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 41 (2.328 min): BF109906.D (-36) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.1 87.0

| I2.20 2.40 2.60
st e e e || M7z 43.05 40 86%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L L L L B LB B B |
43.0 2.20 2.40 2.60
550 87.0 m/z 55.10 28.62%
29.0
.“,”“,”“,”h,”.ﬂh.q”.q”.qd”,””,””,””,””,””,””
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0 /\
87.0 e
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.05 24 . 77%
29.0 ‘
I A | 990 1120 129.0
T T e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- O e e !
73.0 2.20 2.40 2.60
m/z 41.05 13.49%
5000
43.0
20 150 20 | 500 | ggo
R B o o B b e e o RARARERRY LI L i B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109906.D

Aca On : 16 Oct 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J5526-14 SUP-4B-C-101518-3
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 (S)-(+)-1,2-Propanediol Concentration Rank 12

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

3.59 2.24 ng 167758 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propnanediol 76 C3H802 004254-15-3 64
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 56
3 Propvlene Glvcol 76 C3H802 000057-55-6 43
4 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
5 Butanenitrile, 2-(methoxymethoxy) 129 C6H11NO2 1000196-86-5 9

Abundance Scan 256 (3.593 mm) BF109906.D (-252) (-) m/z 45.00 100.00%
4|:
5000 P\H\\‘
A mmmm ot o
38.9 55,0610 761 858 3.20 3.40 3.60 3.80 4.00
I””P“W””P”W””P”W””PJ!””P”W”“H”W”“P”W”“P”W”“P”W m/z 43.00 19.37%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol v“_’—[\\/w
45.0
5000 AR LN SRR
3.20 3.40 3.60 3.80 4.00
m/z 43.95 6.48%
190 30 390|| 550610 75.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #297: Isopropy! Alcohol
48.0
320 340 360 3.80 4.00
5000 m/z 61.00 5.52%
|||19‘|0?7‘(‘)|‘|39‘|9‘ |53(|)59|0|||||||
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #938: Propylene Glycol
48.0 3.20 3.40 3.60 3.80 4.00
m/z 38.90 3.15%
5000
29.0
190 T[] 390/|| 550610 76.0
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109906.D

Aca On : 16 Oct 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J5526-14 SUP-4B-C-101518-3
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.22 2.75 ng 205972 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 533 (5.222 min): BF109906.D (-528) (-) m/z 42.95 100.00%
43.0
59.0
5000
| 650 1°|“ 480 500 520 540 5.60
"W”'W””I””&'”PJ'P”W'”W”'W””I””P'”P“'P”W'”W m/z 59.00 54.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS N UL AR A
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.10 16.37%
R , 83.0 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2-methyl-
54.0
480 500 520 540 5.60
5000 m/z 58.00 15.92%
410 101.0
150 27\\0\ | H ‘ ‘H\ ! ZlO 83‘0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e BRaa m
54.0 480 5.00 5.20 5.40 5.60
m/z 41.00 7.88%
5000 41.0
"W"”I'“'I“'jhk'W"hi'“'?gqﬂ"“l'”'l“"v"W%???'”%?%QW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109906.D

Aca On : 16 Oct 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J5526-14 SUP-4B-C-101518-3
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 unknown6.75 Concentration Rank 1

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

6.75 65.28 ng 4893490 1,4-Dichlorobenzene-d4 6.98
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 793 (6.751 min): BF109906.D (-788) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 DRSS SR
40.0 540 6.40 6.60 6.80 7.00
e e 880 L 1180 L /7 68,10 40.42%
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 LR U UL U
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.93%
'w'“'w'“J“Jh'L'w'“l”'h'“'v'“l”'w'“'w'“l“”l"'w'“
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 66.00 25.54%
41.0 97.0
53.0
‘ ‘ 20.0 117.0
||||||||||||||||i‘“‘|||i‘||‘||||‘|‘H‘|||‘|‘|‘|‘||||‘|||‘i||||||||||‘|‘||||||‘ ‘”III“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L B L
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.61%
5000
104.0
120 27.0 390 5.0 80770 400 | 50 ||
m/z--> 10 20 30 40 50 60 70 80 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\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109906.D

Aca On : 16 Oct 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J5526-14 SUP-4B-C-101518-3
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Cyclohexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.54 2.50 ng 168577 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 1-Hexadecanol 242 C16H340 036653-82-4 94
3 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 94
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 94
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91

Abundance Scan 1777 (12.539 min): BF109906.D (-1774) (-) m/z 55.00 100.00%

550 83.0

5000

-

12.20 12.40 12.60 12.80
m/z 57.10 94.86%

139.1 165.0 206.9

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81246: Cyclohexadecane
55.0 830

3

12.20 12.40 12.60 12.80
m/z 43.10 92.51%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95987: 1-Hexadecanol
55.0 83.0

iy

12.20 12.40 12.60 12.80
5000 111.0 m/z 83.05 87.26%

| L4 1100 1680 190 2240

m/z--> 2I0 4I0 60 80 l(I)O 12IO léIlO léO 180 200 220 24I10 I
Abundance #182418: Bromoacetic acid, pentadecy! ester T T e T
43.0 83.0 12.20 12.40 12.60 12.80
m/z 69.05 76.94%

:

5000
111.0

141.0 162.0 182.0 208.0

?

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12 20 12. 40 12 60 12. 80

8270-BF101518_.M Wed Oct 17 15:05:31 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109906.D

Aca On : 16 Oct 2018 15:40

Operator : JU/SJ

Sample : J5526-14

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 1-Docosene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.97 5.56 ng 533880 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 l1-Heptacosanol 396 C27H560 002004-39-9 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 1-Heneicosanol 312 C21H440 015594-90-8 87

Abundance Scan 2020 (13.969 min): BF109906.D (-2016) (-) m/z 57.05 100.00%
57.0
>0 JMJ\“L
13.60 13.80 14.00 14.20
m/z 43.05 95.51%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55.0
97.0
5000 RN AU BRI UL
13.60 13.80 14.00 14.20
| m/z 55.05 86.96%
14.0 ] 1 Jl £39.0 1810 308.0
m/z--> 50 160 1éo 200 250 300 3éo '
Abundance #210517: 1-Heptacosanol
57.0 |97.0
13.60 13.80 14.00 14.20
5000 m/z 83.10 74.26%
39.0
27,0 ‘ ‘ |l J? |, 181.0210.0 250.0280.0 320.0 378.0
m/z--> éo 160 1éo 260 250 360 3éo '
Abundance #215904: Octacosanol AR EE s Ittt
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.10 71.11%
B ML
27,0 ‘ ‘ |l F?'? 181.0 222.0252.0 292.0322.0 362.0392.0
m/z--> 5'0 1(')0 150 2(')0 25'30 3(')0 3&'30 ' 13.|60 13.|80 14.'00 14.'20 '

8270-BF101518.M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109906.D

Aca On : 16 Oct 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J5526-14 SUP-4B-C-101518-3
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.61 3.08 ng 296075 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 91
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 90
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 87
Abundance Scan 2129 (14.610 min): BF109906.D (-2126) (-) m/z 57.10 100.00%
57.1
5000 85.1
141 1 324.1 14.20 14.40 14.60 14.80 15.00
— l A L " ” i 3090 Zod2zA2712 | 088800 Thsr 71.10  62.89%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 UL DAL PR SRR B
85.0 1420 14.40 14.60 14.80 15.00
29.0 ' m/z 43.10 56.22%
l \ | | 113.0141.0169.0 197.0 226.0
m/z--> 50 100 150 200 250 300 350
Abundance #38349: Decane, 3,8-dimethyl-
57.0
14.20 14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 43.91%
113.0141.0
B O
m/z--> 50 100 150 200 250 300 350
Abundance #149369: Sulfurous acid, butyl dodecy! ester e R LA R REa e e
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.05 26 .49%
5000
85.0
29.0
H | #0010 g
m/z--> 100 1%0 200 250 300 350 1420 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109906.D

Aca On : 16 Oct 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J5526-14 SUP-4B-C-101518-3
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 9 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.93 2.60 ng 280309 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2183 (14.927 min): BF109906.D (-2180) (-) m/z 57.05 100.00%
57.0
5000 85.1
13.1 14.60 14.80 15.00 15.20
41.1
- , 11 p1160.210812253 26013001 3420 m/z 71.10 64.92%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 L S S SRR BURRS
mmmmmmmm
m/z 43.05 58.55%
290 130 141:0160.017.0225.02530 _ 206.0323.0 _ 367.0
m/z--> éo 160 150 260 2%0 360 350
Abundance #175557: Tetracosane
57.0
14,60 14.80 15.00 15.20
5000 85.0 m/z 85.10 46.81%
29.0
‘ ﬂ13014101690197022502530281030903380
m/z--> 50 100 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane R EE EEE e
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.06%
85.0
5000
29.0 13 0
| L | [ ) 410160.0197.0225.0253.0 _296.0
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 3&1;0 14. 60 14. 80 15. oo 15. 20 '

8270-BF101518_.M Wed Oct 17 15:05:33 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109906.D

Aca On : 16 Oct 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J5526-14 SUP-4B-C-101518-3
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 10 Octadecane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.29 3.53 ng 379565 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2245 (15.292 min): BF109906.D (-2241) (-) m/z 57.10 100.00%
57.1
5000 85.1
13.1 15,00 15.20 15.40 15.60
141 11692
ol b A ]1 LR 207 2581 8092 S512 1 Tnyz 71.10 66.67%
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43.0
71.0
5000 LI S UL IR UL
15.00 15.20 15.40 15.60
m/z 43.10 57.94%
I 127 0]_55 01830 225 02530

m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
AR EEREE RS
15.00 15.20 15.40 15.60
5000 m/z 85.10 46.12%
85.0
29 0
L .‘ }13014101690197022502530281o 323.0351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #117640: Tridecane, 7-hexyl- T T T
57.0 15.00 15.20 15.40 15.60
m/z 55.00 21.75%
29.0
5000 85.0
182.0
13.0
J ﬂ }410 “ 211.0240.0268.0
m/z--> 50 100 150 200 250 300 350 15.00 15 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109906.D

Aca On : 16 Oct 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J5526-14 SUP-4B-C-101518-3
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 11 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.16 3.49 ng 375506 Perylene-d12 15.69

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 2393 (16.162 min): BF109906.D (-2388) (-) m/z 57.10 100.00%

5000

:

15.80 16.00 16.20 16.40
m/z 71.10 61.75%

169.2 2251 316.1

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

8

5000

15.80 16.00 16.20 16.40
m/z 43.05 55.37%

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57.0

:

15.80 16.00 16.20 16.40
5000 m/z 85.10 46 .84%

13.0
| 169.0 2250 2960

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

-

Abundance #215181: 2-methyloctacosane e
57.0 15.80 16.00 16.20 16.40
m/z 55.05 21 .50%
o A«WJL/MJ\/\/\/VM
13.0

, 169.0 225, o 281. 0 365 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. OO 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109906.D

Aca On : 16 Oct 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J5526-14 SUP-4B-C-101518-3
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 12 Eicosane, 7-hexyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.70 2.38 ng 256425 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2484 (16.698 min): BF109906.D (-2480) (-) m/z 57.10 100.00%
57.1
6t 281.0 16.40 16.60 16.80 17.00
41.1 : . . .
oL L LS 1002 por B0 sss1 402 ot ol 8o
m/z--> 50 100 150 200 250 300 350 400
Abundance #194499: Eicosane, 7-hexyl-
57.0
5000 L B SO B SU
16,40 16.60 16.80 17.00
99.0 m/z 43.10 62.17%
1 i 1410 1820 2550 2810 3350
m/z--> 50 100 150 260 250 300 350 400
Abundance #141426: Heneicosane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.10 55.09%
99.0
ZGLO“ \ \ | 1410 1830 225.0 296.0
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #209566: Octacosane R B B
57.0 16.40 16.60 16.80 17.00
m/z 55.00 23.57%
- a&Wvawwmwﬂ¢w}\NWMAMVNJV*mﬂv
99.0
26 0‘ ‘ | |y, 1410 1830 2250 2810  337.0  394.0
m/z--> 50 100 @ 200 250 300 350 400 16,40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101618\

Data File : BF109906.D

Acq On : 16 Oct 2018 15:40

Operator : JU/SJ

3?22'6 i J5526-14 SUP-4B-C-101518-3
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_.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]
Butane, 2-methoxy... 2.33 13.2 ng 987232 1 6.98 1499180 20.0
S)-(+)-1,2-Propa... 3.59 2.2 ng 167758 1 6.98 1499180 20.0
2-Pentanone, 4-hy... 5.22 2.8 ng 205972 1 6.98 1499180 20.0
unknown6.75 6.75 65.3 ng 4893490 1 6.98 1499180 20.0
Cyclohexadecane 12.54 2.5 ng 168577 4 11.51 1346160 20.0
1-Docosene 13.97 5.6 ng 533880 5 14.16 1920770 20.0
Hexadecane 14.61 3.1 ng 296075 5 14.16 1920770 20.0
Hexacosane 14.93 2.6 ng 280309 6 15.69 2152680 20.0
Octadecane, 2-met... 15.29 3.5 ng 379565 6 15.69 2152680 20.0
Tetratetracontane 16.16 3.5 ng 375506 6 15.69 2152680 20.0
Eicosane, 7-hexyl- 16.70 2.4 ng 256425 6 15.69 2152680 20.0

8270-BF101518.M Wed Oct 17 15:05:35 2018 Page: 15



