LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : K1655-01 AQC12-1-1.0-1.5

ALS Vial : 9 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-BF022719.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 5.357 551 556 559 rBY 3091926 3160154 95.64% 9.649%
2 6.375 724 729 732 rBVY 3285869 3224654 97 .59% 9.846%
3 6.510 748 752 756 rBVY 3597129 3304379 100.00% 10.089%
4 6.745 788 792 795 rBVY 1050392 940474 28.46% 2.872%
5 6.898 814 818 822 rBVY 2957182 2582756 78.16% 7.886%
6 7.298 881 886 893 rBVY 2108422 2034041 61.56% 6.211%
7 8.022 1005 1009 1021 rBVY 1205158 1142567 34.58% 3.489%
8 9.098 1188 1192 1203 rBvY 3508892 3126384 94.61% 9.546%
9 9.222 1210 1213 1217 rVB 58379 50552 1.53% 0.154%
10 9.486 1255 1258 1264 rBV 283664 265854 8.05% 0.812%

11 9.769 1302 1306 1319 rVB 1058802 1036364 31.36% 3.164%
12 10.551 1435 1439 1450 rBV 1908359 1837895 55.62% 5.612%

13 10.686 1460 1462 1470 rVB2 37790 43185 1.31% 0.132%
14 11.245 1554 1557 1564 rVB 1030856 966251 29.24% 2.950%
15 11.557 1608 1610 1617 rVB2 31880 36810 1.11% 0.112%
16 11.657 1623 1627 1631 rVB 190014 169290 5.12% 0.517%
17 11.727 1631 1639 1642 rBV3 25505 49741 1.51% 0.152%
18 11.786 1645 1649 1653 rBV 616463 557562 16.87% 1.702%
19 11.963 1676 1679 1682 rBV 41512 40299 1.22% 0.123%
20 12.298 1733 1736 1739 rBvV 63443 66302 2.01% 0.202%
21 12.333 1739 1742 1744 rVV2 47465 53880 1.63% 0.165%
22 12.351 1744 1745 1748 rVB2 66565 56564 1.71% 0.173%
23 12.445 1758 1761 1764 rBV2 127621 114964 3.48% 0.351%
24 12.486 1767 1768 1776 rVB5 40066 53625 1.62% 0.164%

25 12.569 1778 1782 1792 rBV 317268 366615 11.09% 1.119%

26 12.663 1796 1798 1803 rVV2 144583 140739 4.26% 0.430%

27 12.721 1803 1808 1810 rVVv2 55459 79195 2.40% 0.242%
28 12.827 1822 1826 1830 rBV 2871933 2627333 79.51% 8.022%
29 13.074 1866 1868 1872 rVB 59710 51048 1.54% 0.156%

30 13.368 1915 1918 1921 rBV 252368 208641 6.31% 0.637%

31 13.416 1923 1926 1929 rVB 76147 72931 2.21% 0.223%
32 13.733 1976 1980 1988 rBV3 267601 357976 10.83% 1.093%
33 13.874 1999 2004 2007 rBV 1251415 1186973 35.92% 3.624%
34 14.057 2032 2035 2039 rBV 151859 152168 4.61% 0.465%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

3?22'6 i K1655-01 AOC12-1-1.0-1.5
ALS Vial : 9 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-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.363 2084 2087 2091 rBV 211233 184738 5.59% 0.564%

36 14.657 2134 2137 2144 rVB 210545 222279 6.73% 0.679%
37 14.980 2188 2192 2198 rVB 214326 251047 7.60% 0.767%
38 15.280 2239 2243 2248 rVB 943147 1133092 34.29% 3.460%
39 15.333 2249 2252 2259 rVB 195450 250585 7.58% 0.765%
40 15.745 2318 2322 2326 rBVY 166376 221474 6.70% 0.676%

41 16.215 2398 2402 2408 rVB 134943 211925 6.41% 0.647%
42 16.362 2424 2427 2434 rVB3 65252 117710 3.56% 0.359%

Sum of corrected areas: 32751016
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

ﬁ?ggle i K1655-01 AOC12-1-1.0-1.5
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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: BF112798.D
3500000 6 31/3 51

5.36

3000000 6.90

2500000

7.30
2000000

1500000
6.75
1000000

500000

e e

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: BF112798.D
3500000 9,10

3000000 12.83
2500000
2000000 10.55

1500000

8.02
9.77 11.25
1000000

11.79
500000

9.49 J 125759

£ P 180
@32 I 10.69 11,861 Y3 11.96 Sy 13.07

O T e e e e S e R e T L A

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: BF112798.D
3500000

3000000
2500000
2000000
1500000 13.87

15.28
1000000

14.66 14.98 .
500000.3‘712 1373 1,05 1436 16.2%; 36

e T e e

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

8270-BF022719.M Mon Mar

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

ﬁ?ggle i K1655-01 AOC12-1-1.0-1.5
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.51 Concentration Rank 1

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

6.51 70.27 ng 3304380 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 752 (6.510 min): BF112798.D (-748) (-) m/z 131.95 100.00%
5000 68
96 ISR R R A
40 g J 6.20 6.40 6.60 6.80
o |78 | sus o w/7 68.00  43.01%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IRSENRARE SRS RSN SRR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.14%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 680
5000 og 116 m/z 65.95 27.80%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R e B R
132 6.20 6.40 6.60 6.80
m/z 69.00 16.78%
5000 67
41 97
53
‘ o ‘ 117
ol lll ol ) 88 a0 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

04 17:14:10 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

ﬁ?ggle i K1655-01 AOC12-1-1.0-1.5
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hexadecanoic acid, methyl e... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.66 3.50 ng 169290 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 96
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
3 Methvl 8-methvl-nonanoate 186 C1l1H2202 1000336-43-6 81
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 80
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 70
Abundance Scan 1628 (11.663 min): BF112798.D (-1623) (-) m/z 74.00 100.00%
74
87
5000 s
143 227 LI IR B ﬁr----.----
| T | 101115129 | 157171185199513 | 241 270 11.40 11.60 11.80 12.00
0...,....,....“,.!'..,"I'..'.ll'..:".l.'...,....','..'..I.'...'",...'.,....',....,..'.., m/z 87.00 78.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 L UL SRR SULRLN S
43 11,40 11.60 11.80 12.00
7 143 m/z 43.00 33.44%
. |l . 4 101115129 | 157171185199213227241 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 250 260 |
Abundance #107593: Pentadecanoic acid, methyl ester
74
87 A BN BN SUNSE BN
11.40 11.60 11.80 12.00
5000 m/z 41.00 24 .13%
43 143
ol15 2 |51 totaste | asTamnagsiosiisgy 256
mz-> 'z'o' "W 60 80 100 120 140 180 180 200 250 240 280
Abundance #50078: Methyl 8-methyl-nonanoate AL RER T B
74 11.40 11.60 11.80 12.00
87 m/z 55.00 23.88%
5000 143
o ‘H \“ 101 1151%9‘ 157 186 kv~,A~*¢~*
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

ﬁ?ggle i K1655-01 AOC12-1-1.0-1.5
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 3
R.T. EstConc Area Relative to ISTD R.T.
11.79 11.54 ng 557562 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 1650 (11.792 min): BF112798.D (-1645) (-) m/z 73.00 100.00%
43 s M
5000 129
213 SN L NE—
1ramass oo 11.40 11.60 11.80 12.00 12.20
0 m/z 43.00 91.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 DI TR SN SRR I
11.40 11.60 11.80 12.00 12.20
m/z 60.00 81.62%
TJJ 143157171185199213
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 LN DUREULA DAL S I
11.40 11.60 11.80 12.00 12.20
5000 29 129 m/z 57.00 71.18%
143157 214
ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid i B E R
43 60 73 11.40 11.60 11.80 12.00 12.20
m/z 41.00 65.48%
5000 129
29
199
‘ 143157171185 242
0'}ﬁ'L'UL' USRI AR SN I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

8270-BF022719.M Mon Mar 04 17:14:12 2019

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

ﬁ?ggle i K1655-01 AOC12-1-1.0-1.5
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Methyl stearate Concentration Rank 15

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

12.45 2.38 ng 114964 Phenanthrene-d10 11.25

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 83

Abundance Scan 1762 (12.451 min): BF112798.D (-1758) (-) m/z 202.00 100.00%

74 202
5000
a3 143
101 255

l hgl l| J 12P 185 269 298 12.20 12.40 12.60 12.80
0,....,..'.'.,.'!' i S et prr e e m/z 74.00 80.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143130: Methyl stearate
4
5000
43 12.20 12.40 12.60 12.80
143 m/z 87.00 75.93%
9
o 1) LT 111155 | 158 185199 2271 255269 298

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

%

Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74
12.20 12.40 12.60 12.80
5000 m/z 43.00 32.30%
28 43
143 255 298
ol | #‘9 29 125 | 1671859 o - “
R R B e A RAR AR REaRs san s e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119408: Hexadecanoic acid, methyl ester T
74 12.20 12.40 12.60 12.80
m/z 55.00 29.26%
5000
43
3 143
LR o | A e 2 o
L s i AT .S S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

ﬁ?ggle i K1655-01 AOC12-1-1.0-1.5
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.57 6.18 ng 366615 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 46
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 20

Abundance Scan 1782 (12.569 min): BF112798.D (-1778) (-) m/z 73.00 100.00%

43

5000
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_
12.20 12.40 12.60 12.80
0 m/z 43.00 98.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid

43 73 MJW U—LMJ

12.20 12.40 12.60 12.80
m/z 57.00 86.36%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid
73
43 i AR AR,
12.20 12.40 12.60 12.80
5000 m/z 59.95 81.15%
129
185 228
sl P
lrrep i B AL L 220388 20 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #39469: n-Decanoic acid T T TR
60 12.20 12.40 12 60 12. 80
m/z 55.00 75.19%
5000 41
129
87 ’
112 172 Aww~dhﬁﬂk~ﬂ”\JLVﬂJ\VwaJ~m~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

ﬁ?ggle i K1655-01 AOC12-1-1.0-1.5
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hexadecanoic acid, butyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.66 2.37 ng 140739 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1l.1-dimethvle... 312 C20H4002 031158-91-5 91
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 35
4 Cvclopentanone. 2.2.5-trimethvl- 126 C8H140 004573-09-5 30
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 1798 (12.663 min): BF112798.D (-1796) (-) m/z 56.00 100.00%
56
5000
73
| ‘ e 2 12,40 12.60 12.80 13.00
3 157 185 213 . . . :
I B | “.%i'*?..'.. ittt by | M7z 57.00 50 33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, butyl ester
56
5000 LN UL BN SULRULN I
12,40 12.60 12.80 13.00
29 129 257 m/z 43.00 38.07%
0 . | I|| by | 157 185 213 2?9 | 288 312
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
12,40 12.60 12.80 13.00
5000 m/z 41.00 37.71%
29 73
o ‘ ‘ i ﬂ‘ ok EHEwN 157 185 213 20 2‘737 281 312
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester B R mam e
57 12.40 12.60 12.80 13.00
m/z 55.00 32.95%
5000 4
239 957
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 360 ' 1240 12.60 12,80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

ﬁ?ggle i K1655-01 AOC12-1-1.0-1.5
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecanoic acid, butyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.37 3.52 ng 208641 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 95
2 Butvl mvristate 284 C18H3602 000110-36-1 59
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 46
4 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 35
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 30

Abundance Scan 1918 (13.368 min): BF112798.D (-1915) (-) m/z 56.00 100.00%
56
5000
13.00 13.20 13.40 13.60
o} m/z 57.00 59.82%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 USRS BN SOV B
285 340 1300 13.20 13.40 13.60
3 129 . 267 m/z 43.05 46.18%
o 3 h M4% i Jd | | ass ] a1 AP | 311
m/z--> 50 100 150 200 250 300
Abundance #131257: Butyl myristate
56
13.00 13.20 13.40 13.60
5000 m/z 55.00 35.54%
229
129 2
101 85 284
ol— .3‘.Q| M‘U‘. I‘“Jl\hll .““. ‘. .‘:|I-5.7.‘ .‘. : .“ ; JI 25|5| .‘. g
m/z--> 50 100 150 200 250 300
Abundance #177166: Octadecanoic acid, 2-methylpropy! ester L BT o e
57 13.00 13.20 13.40 13.60
m/z 41.00 34 .44%
5000
29 267285
83 129 |
ob— ‘. ‘.‘l“l‘ hm .‘“J.“hl‘l“’.ﬁ.“. |‘157 185 2|13| szu : “. AL I3]'-O' .3‘:0' s A
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60

8270-BF022719.M Mon Mar 04 17:14:13 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

ﬁ?ggle i K1655-01 AOC12-1-1.0-1.5
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 1-Heneicosyl formate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.73 6.03 ng 357976 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 93
Abundance Scan 1979 (13.727 min): BF112798.D (-1976) (-) m/z 57.00 100.00%
57
5000
139 13.40 13.60 13.80 14.00
168 230
ol 190 i 223, 282 m/z 43.00 93.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate
57 83
5000 ISR N RN BN UGS
13.40 13.60 13.80 14.00
m/z 83.00 92.07%
. 167 196 222 266 294 320340
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
13.40 13.60 13.80 14.00
5000 m/z 55.00 91.42%
29
0 Lo 167 196 224 252 280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol R a R mamEE L
55 83 13.40 13.60 13.80 14.00
m/z 97.05 79.96%
- A/\AV‘J»/\’J*
0 139 167 196 238 266 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13140 13.60 13.80 14.00

8270-BF022719.M Mon Mar 04 17:14:14 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

ﬁ?ggle i K1655-01 AOC12-1-1.0-1.5
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Pentadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.06 2.56 ng 152168 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 89
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2036 (14.063 min): BF112798.D (-2032) (-) m/z 57.00 100.00%
57
85
5000
113 ' 13.80 14.00 14.20 1440
141 207
0 ...,..3,...I',..|:.,!-..!'l,..4.,.'.-..,...‘.,1.‘.3?,.199 g 238 e m/z 71.05  68.81%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #71393: Pentadecane
57
5000 L BN B SULRLL B
85 1380 14.00 14.20 14.40
29 m/z 43.00 62.76%
oL L) gte e 1e9 212
m/z--> 25 45 60 85 1601201501%0180200220240260280300350350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
' 13.80 14.00 14.20 1440
5000 o m/z 85.00 52.47%
29\
ol ‘ I 141 183 211 253 282
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 14'10 160 180 200 220 240 260 280 300 350 34'10
Abundance #175557: Tetracosane R R R R R e B
57 13.80 14.00 14.20 14.40
m/z 55.00 22.12%
5000 85
29 113
0 | | |70 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 14'10 1('30 180 200 220 240 260 280 300 320 340 13. 80 14. 00 14. 20 14 I40

8270-BF022719.M Mon Mar 04 17:14:14 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

Sample - K1655-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Nonadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14 .36 3.11 ng 184738 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Octacosane 394 C28H58 000630-02-4 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2087 (14.363 min): BF112798.D (-2084) (-) m/z 57.00 100.00%
5000
14.00 14.20 14.40 14.60
141
o 169 196 224 264 292 317 n/z 71.05 67 76
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
5000 L DAL BB IR I B
mmmmmmmm
m/z 43.00 65.75%
o 113 141 169 197 295 268
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
14.00 14.20 1440 1460
5000 g5 m/z 85.05 43.04%
29
ol || M2 141 169 197 225 253 281 309 337 365 394
m/z--> §o 160 1éo 260 250 300 3%0 460 !
Abundance #223852: Hentriacontane e
57 14.00 14.20 14.40 14.60
m/z 55.00 20.98%
5000 85
o Hlf3dlf1‘l§9 197 225 253 281 309 337 365 437
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 4(')0 ! 14. 00 14. 20 14. 40 14|60 '

8270-BF022719.M Mon Mar

04 17:14:15 2019

A0C12-1-1.0-1.5

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

ﬁ?ggle i K1655-01 AOC12-1-1.0-1.5
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 2-Bromo dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14 .66 3.92 ng 222279 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
2 Pentacosane 352 C25H52 000629-99-2 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 86
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86

Abundance Scan 2138 (14.663 min): BF112798.D (-2134) (-) m/z 57.00 100.00%

5000

14.40 14.60 14.80 15.00
m/z 71.00 65.87%

141 187 225 267209 354
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

0!

Abundance #100330: 2-Bromo dodecane
5|7

5000 e R
14.40 14.60 14.80 15.00

m/z 43.00 60.46%

99
26 J [1135° 1 oa8

Oy A A e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185533: Pentacosane
517
R S REEmE s
14.40 14.60 14.80 15.00
5000 m/z 85.10 50.45%

99
141
26/ | Jd | {7 183 225 267 309 352

N NN,
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane T
57 14.40 14.60 14.80 15.00
m/z 55.00 22.00%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L LA s e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.40 14.60 14.80 15.00

8270-BF022719.M Mon Mar 04 17:14:15 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

ﬁ?ggle i K1655-01 AOC12-1-1.0-1.5
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 13 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.98 4.43 ng 251047 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93
3 Docosane 310 C22H46 000629-97-0 87
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86
Abundance Scan 2192 (14.980 min): BF112798.D (-2188) (-) m/z 57.00 100.00%
g7
5000 85
141 14.60 14.80 15.00 15.20
B - ,I. ' ll A 09 196 224 252271292309 332352 | “nzz  71.05  69.23%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR DAL B UL R
14 60 14. 80 15. 00 15. 20
m/z 43.00 61.18%
TLLLLLE o e
0 .J.u . [ Ly 1 197| %2? 253 ?96 R
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.10 49 .50%
113 155
0 ‘ Al xl b J 137 A 183 207225
m/z--> §o 160 150 260 2%0 360 350
Abundance #153223: Docosane R ERE e e e
57 14.60 14.80 15.00 15.20
m/z 55.00 21.90%
5000 85
113
o 39y [Nt 188 211 230 a6y 310
m/z--> 5'0 1(')0 150 200 250 300 350 14 60 14. 80 15. 00 15. 20 '

8270-BF022719.M Mon Mar 04 17:14:16 2019 Page: 15



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

BF112798.D
1 Mar 2019 14:31
Jus/sJ
K1655-01 AOC12-1-1.0-1.5
9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
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

14 Docosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.33 4.42 ng 250585 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 Heneicosane 296 C21H44 000629-94-7 92
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2251 (15.327 min): BF112798.D (-2249) (-) m/z 57.00 100.00%
57
5000 85
113 15.00 15.20 15.40 15.60
(141 169
ol 3 LA L7 11 109 196017238 266 200 325 352 | i 60 70 oo
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57
5000 85 L DU BRI BRI B
ﬁmﬁmﬁmmm
13 m/z 43.00 61.09%
oL 3l [T, 188 211 239 g6 310
m/z--> §0 160 150 200 250 300 350
Abundance #141424: Heneicosane
57
15.00 15.20 15.40 15.60
5000 85 m/z 85.10 49 .32%
0 DL L1 e e 197,225 253 26
m/z--> §0 160 1éo 200 2%0 300 350
Abundance #94346: Heptadecane TT T T T T T[T T T T[T T T T TTTT
57 15.00 15.20 15.40 15.60
m/z 55.00 23.26%
85
5000
29
0 Il L | J\ I\ I 1::-3 | 141 T 169 197 240
m/z--> §0 160 150 200 2%0 300 350 1500 1520 1540 15%0 '
8270-BF022719.M Mon Mar 04 17:14:16 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

ﬁ?ggle i K1655-01 AOC12-1-1.0-1.5
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 15 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.74 3.91 ng 221474 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentacosane 352 C25H52 000629-99-2 87
3 Triacontane 422 C30H62 000638-68-6 86
4 Docosane 310 C22H46 000629-97-0 86
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
Abundance Scan 2321 (15.739 min): BF112798.D (-2318) (-) m/z 57.00 100.00%
57
5000 85
13 15.40 15.60 15.80 16.00
155
ol AL UL a341%5 196 220 260281309 336362386 2T 77 05 63.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L B DU BN SRR
15.40 15.60 15. 80 16.00
m/z 43.00 52.71%
29
oL L. I J / J1§1I169 197 225 253 296
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance #185533: Pentacosane
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.00 49 .50%
113
oL 2L LM 169, 211 239 267 295 323 352
m/z--> §o 160 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane R o A RERRR R
57 15.40 15.60 15.80 16.00
m/z 55.00 20.62%
5000 85
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(')0 15'40 15. 60 15. 80 16. 00 '

8270-BF022719.M Mon Mar 04 17:14:16 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

ﬁ?ggle i K1655-01 AOC12-1-1.0-1.5
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 16 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.22 3.74 ng 211925 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Heptacosane 380 C27H56 000593-49-7 93
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptadecane 240 C17H36 000629-78-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2403 (16.221 min): BF112798.D (-2398) (-) m/z 57.00 100.00%
57
i m
5000
113 " 16.00 16,20 16.40 16.60
141 182 : : : :
- ll dd 2 21281 295278299 328 398 380 | qzz 71.10  65.66%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LI I SO BULRUL L
16.00 16.20 16.40 16.60
29 113 m/z 43.00 59.37%
ol L L [ 2 100 o7 025 ps  mos
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
16,00 16,20 16.40 16.60
5000 85 m/z 85.05 52.43%
29 } 113 141 169
oL LA Y 100 07 225 253 21 309 s3r 360
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane RS RmEEs e L
57 16.00 16.20 16.40 16.60
m/z 99.05 17.59%
5000 85
29
0 J L‘J || M8 141 169 197 225 p53 282
m/z--> 50 100 1éo 260 250 300 350 16.00 16.20 16.40 16.60

8270-BF022719.M Mon Mar 04 17:14:17 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\

Data File : BF112798.D

Aca On : 1 Mar 2019 14:31

Operator : JU/SJ

ﬁ?ggle i K1655-01 AOC12-1-1.0-1.5
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 17 unknownl6.36 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.36 2.08 ng 117710 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. diethvlisobutoxv(2-isopr... 294 C17H3002Si 1000363-84-6 43
2 2-Fluoro-3-trifluoromethvlbenzoi... 236 C10H8F402 1000338-71-6 38
3 5-Fluoro-2-trifluoromethvlbenzoi... 418 C23H34F402 1000338-75-1 35
4 6-Fluoro-2-trifluoromethvlbenzoi... 278 C13H14F402 1000338-97-8 35
5 4-Fluoro-2-trifluoromethylbenzoi... 236 C10H8F402 1000338-81-9 35
Abundance Scan 2427 (16.362 min): BF112798.D (-2424) (-) m/z 191.05 100.00%
191
5000 95

41

231 256076 313337 361 397 16.00 16.20 16.40 16.60

0 m/z 95.00 46.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #139503: Silane, diethylisobutoxy (2-isopropylphenoxy)-
191
5000 LA L L L L L B
294 16.00 16.20 16.40 16.60
e 163 265 m/z 69.00 35.92%
RTINS
m/z--> 50 100 150 200 250 300 350 400
Abundance #90144: 2-Fluoro-3-trifluoromethylbenzoic acid, ethyl ester
191
R e N EmER
16.00 16.20 16.40 16.60
5000 m/z 81.00 34.54%
163
o 4 75 113 143 \ \‘ 2§6
L e e L I o o At
m/z--> 50 100 150 200 250 300 350 400
Abundance #218464: 5-Fluoro-2-trifluoromethylbenzoic acid, pentadecy... R e EEmE
191 16.00 16.20 16.40 16.60
m/z 67.00 31.45%
83
5000 55
\ 1 163
) ZAN
oL+ H.‘ . ,: ‘ | ,ZE% e SN
m/z--> 50 200 250 300 350 400 16. 00 16 20 16. 40 16 60

8270-BF022719.M Mon Mar 04 17:14:18 2019 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030119\

Data File : BF112798.D

Acq On : 1 Mar 2019 14:31 Instrument :
Operator : JU/SJ BNA_F

Sample - K1655-01 ClientSampleld :
Misc - AQC12-1-1.0-1.5
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6.51 6.51 70.3 ng 3304380 1 6.75 940474 20.0
Hexadecanoic acid... 11.66 3.5 ng 169290 4 11.25 966251 20.0
n-Hexadecanoic acid 11.79 11.5 ng 557562 4 11.25 966251 20.0
Methyl stearate 12.45 2.4 ng 114964 4 11.25 966251 20.0
Octadecanoic acid 12.57 6.2 ng 366615 5 13.87 1186970 20.0
Hexadecanoic acid... 12.66 2.4 ng 140739 5 13.87 1186970 20.0
Octadecanoic acid... 13.37 3.5 ng 208641 5 13.87 1186970 20.0
1-Heneicosyl formate 13.73 6.0 ng 357976 5 13.87 1186970 20.0
Pentadecane 14.06 2.6 ng 152168 5 13.87 1186970 20.0
Nonadecane 14.36 3.1 ng 184738 5 13.87 1186970 20.0
2-Bromo dodecane 14.66 3.9 ng 222279 6 15.28 1133090 20.0
Heneicosane 14.98 4.4 ng 251047 6 15.28 1133090 20.0
Docosane 15.33 4.4 ng 250585 6 15.28 1133090 20.0
Pentacosane 15.74 3.9 ng 221474 6 15.28 1133090 20.0
Heptacosane 16.22 3.7 ng 211925 6 15.28 1133090 20.0
unknown16 .36 16.36 2.1 ng 117710 6 15.28 1133090 20.0
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