LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115119.D

Aca On : 22 Jun 2019 14:37

Operator : HP/JU

Sample : K3441-05

Misc :

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-BF062119.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 4.460 424 429 434 rBV 375149 451190 7.88% 0.828%
2 4.772 475 482 490 rBvV2 63792 92651 1.62% 0.170%
3 5.207 551 556 559 rBY 2397933 2396584 41.87% 4 .396%
4 6.236 727 731 736 rBV2 2053069 1847638 32.28% 3.389%
5 6.278 736 738 742 rVB 279876 241029 4.21% 0.442%
6 6.378 750 755 758 rBVY 3813280 3774760 65.94% 6.923%
7 6.607 791 794 798 rBVY 1833728 1571554 27.45% 2.882%
8 6.766 817 821 824 rVB 4413443 3853003 67.31% 7.067%
9 7.172 884 890 893 rBVY 2990627 3088891 53.96% 5.665%
10 7.413 924 931 934 rBV 208254 198178 3.46% 0.363%
11 7.807 991 998 1002 rBV 63499 63798 1.11% 0.117%

12 7.889 1008 1012 1015 rBV 2518376 2044844 35.72% 3.751%
13 8.460 1105 1109 1112 rBV 109717 100616 1.76% 0.185%
14 8.966 1190 1195 1198 rBV 5936133 5724169 100.00% 10.499%
15 9.360 1258 1262 1268 rVB 812365 674540 11.78% 1.237%

16 9.466 1276 1280 1282 rBV 52727 57520 1.00% 0.105%
17 9.507 1285 1287 1290 rVVv 205567 169208 2.96% 0.310%
18 9.542 1290 1293 1299 rVB 53132 70032 1.22% 0.128%

19 9.636 1304 1309 1311 rBV 2570595 2402302 41.97% 4._.406%
20 9.654 1311 1312 1317 rVB2 743787 727170 12.70% 1.334%

21 10.060 1377 1381 1383 rBV 91468 80351 1.40% 0.147%
22 10.177 1397 1401 1405 rVB2 76882 91494 1.60% 0.168%
23 10.413 1435 1441 1444 rBV 3163152 2776066 48.50% 5.092%
24 10.795 1503 1506 1509 rBVZ2 62020 58557 1.02% 0.107%
25 11.107 1555 1559 1562 rBV 2817440 2411971 42.14% 4._.424%
26 11.260 1582 1585 1588 rBV 103834 77272 1.35% 0.142%
27 11.666 1648 1654 1670 rBV2 2039654 2417728 42.24% 4._434%
28 11.854 1684 1686 1691 rVB 66953 60698 1.06% 0.111%
29 12.060 1718 1721 1724 rBV3 49018 57270 1.00% 0.105%

30 12.360 1767 1772 1779 rBV4 145045 305836 5.34% 0.561%

31 12.454 1781 1788 1799 rBV 3631462 4640265 81.06% 8.511%
32 12.689 1824 1828 1832 rBV 5052133 4965033 86.74% 9.107%
33 13.154 1904 1907 1913 rBV5 73073 131900 2.30% 0.242%
34 13.607 1980 1984 1994 rBV2 554689 819153 14.31% 1.502%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115119.D

Aca On : 22 Jun 2019 14:37

Operator : HP/JU

Sample : K3441-05

Misc :

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\HPCHEM1\BNA F\METHODS\8270-BF062119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.718 2000 2003 2011 rBV 1708546 1779731 31.09% 3.264%

36 13.930 2037 2039 2042 rBV 211716 188353 3.29% 0.345%
37 14.030 2054 2056 2061 rBV 83055 117687 2.06% 0.216%
38 14.236 2088 2091 2100 rBV 367775 463114 8.09% 0.849%
39 14.530 2138 2141 2145 rBV 573643 545619 9.53% 1.001%
40 14.830 2189 2192 2196 rBVY 632107 671446 11.73% 1.232%

41 15.083 2231 2235 2241 rVB 1408357 1593007 27.83% 2.922%
42 15.171 2246 2250 2255 rVB 532466 719136 12.56% 1.319%

Sum of corrected areas: 54521364
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\

BF115119.D

22 Jun 2019 14:37

HP/JU

K3441-05

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF115119.D

6.77
6.38

7.17

6.24
6.61

4.46

4.77

0
Time--> 2.00

I
4.50 5.00 5.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

7.

TIC: BF115119.D

12.69

12.45

10.41
11.11

9.64

89
11.67

10.06.18 10.79 11.26 u%n%lﬁku 13.15

Time-->

10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF115119.D

R
Time--> 13.5

0 14.00 14.50

15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115119.D

Aca On : 22 Jun 2019 14:37

Operator : HP/JU

Sample - K3441-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Cyclotrisiloxane, hexamethyl- Concentration Rank 9

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

4._.46 5.74 ng 451190 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 91
2 Arsenous acid. tris(trimethvlsil._. 342 C9H27As03Si13 055429-29-3 78
3 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 39
4 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 39
5 2-p-Nitrophenyl-oxadiazol-1,3,4-... 207 C8H5N304 1000147-64-6 9

Abundance Scan 429 (4.460 min): BF1151(b19.D (-424) () m/z 207.00 100.00%
207
5000
% 133 101 420 440 460 480
e e e e M7z 208.00 20 80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79619: Cyclotrisiloxane, szexamethyl
207
5000 RN AR S LR L

420 4.40 4.60 4.80
m/z 209.00 11.78%

96
28 45 75 | 1151?3 163 1?1 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #178799: Arsenous acid, tris(trimethylsilyl) ester
207
e
420 4.40 4.60 4.80
5000 m/z 191.00 9.72%
73 105 133 191
27 ™ ] {‘149165 L h 239 327
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67017: Benzo[h]quinoline, 2,4-dimethyl- A Eaan mae )
207 420 4.40 4.60 4.80

m/z 96.00 8.70%

5000

39

115 139 165 101

63 g7
R AR )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115119.D

Aca On : 22 Jun 2019 14:37

Operator : HP/JU

Sample - K3441-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 unknown48.04 Concentration Rank 3

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

6.38 48.04 ng 3774760 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 755 (6.378 min): BF115119.D (-750) (-) m/z 132.00 100.00%
5000
68
SRR SRR SRR
40 6.00 6.20 6.40 6.60 6.80
M' i ?‘.7.!,]19“??1.5,..J.,....,....,.... m/z 68.00  34.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR RN SRS AR
6.00 6.20 6.40 6.60 6.80
31 78 ‘ m/z 134.00 33.57%
"% !||'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
6.00 6.0 640 6.60 6.80
5000 m/z 66.00 22 .43%
69
89 103
‘\‘\\48 H ” 8 \”\ m|115 e
m/z--> ‘80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! BRERs |/:\. R EREaa
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 13.54%
5000 og M°
I I qu\,\‘,,h_ 158 189 I S |
m/z--> 40 60 80 100 120 140 160 180 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115119.D

Aca On : 22 Jun 2019 14:37

Operator : HP/JU

Sample - K3441-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.67 20.05 ng 2417730 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1655 (11.671 min): BF115119.D (-1648) (-) m/z 73.00 100.00%
43 S
5
5000 129
213
143207171185 09 236 1140 1160 11.80 12.00

m/z 43.00 79.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 ﬂo
6

5000 129
11140 1160 1180 12,00
m/z 59.95 79.04%

143187171185 213

199
,”.q
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
43 73
| R R R s
29 11.40 11.60 11.80 12.00
5000 m/z 57.00 65.86%
, 129 242
L I L4“LfﬁLémiiifi 143157171185 915
REERN RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455: Tetradecanoic acid
73 11. 40 11.60 11.80 12.00

m/z 55.00 60.67%

soo0] 5 129
185
1115 | 143 171 228
ly \ﬂ“ MH }u ‘\ I \ 157 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115119.D

Aca On : 22 Jun 2019 14:37

Operator : HP/JU

Sample - K3441-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Z-8-Methyl-9-tetradecenoic ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.36 2.54 ng 305836 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-8-Methvl-9-tetradecenoic acid 240 C15H2802 1000130-84-5 66
2 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 62
3 2- Chloropropionic acid. hexadec... 332 C19H37CI02 086711-81-1 53
4 Oxirane. tetradecvl- 240 C16H320 007320-37-8 50

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 49

Abundance Scan 1772 (12.360 min): BF115119.D (-1767) (-) m/z 55.00 100.00%

5000

-

12.00 12.20 12.40 12.60
m/z 41.00 88.39%

151 180197213 235 264 og4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94146: Z-8-Methyl-9-tetradecenoic acid

—

5000

12.IOO 12.I20 12.I40 12.I60
m/z 43.00  76.23%

113 137 166183 208 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129349: 9-Octadecenoic acid, (E)-

-

12.00 12.20 12.40 12.60
m/z 69.00 73.32%

5000

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #170817: 2- Chloropropionic acid, hexadecy! ester T T T T
57 12.00 12.20 12.40 12.60
m/z 83.00 60.84%
5000
29 139 196 222
_— 168 A eS| | e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115119.D

Aca On : 22 Jun 2019 14:37

Operator : HP/JU

Sample - K3441-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 1
R.T. EstConc Area Relative to ISTD R.T.
12.45 52.15 ng 4640270 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
Abundance Scan 1787 (12.448 min): BF115119.D (-1781) (-) m/z 73.00 100.00%
43 7B
57
5000 129
185 241
143157171 | 199513227 12.20 12.40 12.60 12.80
0‘

m/z 43.05 91.54%
m/z--> 20 40

80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
4

W
g =
o

~

[N

5000 129 LR e e A
12.20 12.40 12. 60 12. 80

185 ” - m/z 60.00 81.06%

143457171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid

.

12.20 12.40 12.60 12.80
m/z 57.05 < 76.32%

5000

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

l%

Abundance #84453: Tetradecanoic acid
73 12.20 12.40 12.60 12.80
m/z 55.00 67.74%
43 5
5000 129
185 228
‘ T7 01115 | 143 171 ‘ 199
‘\ H \M :1- H‘ | 157 213 7

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115119.D

Aca On : 22 Jun 2019 14:37

Operator : HP/JU

Sample - K3441-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.61 9.21 ng 819153 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
3 Cvclopentadecane 210 C15H30 000295-48-7 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 1985 (13.612 min): BF115119.D (-1980) (-) m/z 57.00 100.00%
g7
83
5000
LIRS AR B I
3 139 13.20 13.40 13.60 13.80 14.00
169 192 224 252 280297 m/z  43.00 84 730
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83
5000 LIRS AR SR I
13.20 13.40 13.60 13.80 14.00
29 m/z 83.05 71.35%
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
Abundance #177132: 1-Heneicosyl formate
57 83
13120 13.40 13.60 13.80 14.00
5000 m/z 55.00 68.28%
P ety iR /MJ\W/V\(
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69584: Cyclopentadecane A Ea T o R
55 13.20 13.40 13.60 13.80 14.00
83 m/z 97.05 60.55%
5000
29 111
A \‘ | 139 182 210
m/z--> 3“%%5mmmmmmmmmmnmm%wmmmmmo 1ﬁﬁﬂbﬁ@ﬁ%ﬁ%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115119.D

Aca On : 22 Jun 2019 14:37

Operator : HP/JU

Sample - K3441-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.93 2.12 ng 188353 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Eicosane 282 C20H42 000112-95-8 91
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2039 (13.930 min): BF115119.D (-2037) (-) m/z 57.00 100.00%
g7
5000
113 13.60 13.80 14.00 14.20
3 141
I— ,....,!...'I.... Ao 194211 239 275 808325 | hyz 71.10 74.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
g7
5000 85 S AR AR ARBUARE
13.60 13.80 14.00 14.20
m/z 43.00 65.39%
a4p | | I 13 141 183 211 239 267 296
m/z--> 20 40 60 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 320
Abundance #129490: Eicosane
57
85 13.60 13.80 14.00 14.20
5000 m/z 85.10 52.87%
113
P ‘ o d M 169 197 225 o3 282
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124147: 2-Bromotetradecane e A REEEEEaS
57 13.60 13.80 14.00 14.20
m/z 55.00 24 _46%
1 M
5000
i } | [T e
il 1 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115119.D

Aca On : 22 Jun 2019 14:37

Operator : HP/JU

Sample - K3441-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.24 5.20 ng 463114 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2092 (14.242 min): BF115119.D (-2088) (-) m/z 57.05 100.00%
57
85
5000
3 I [ 11|3 141 169 197216 239260 287 309 337355 14,00 1420 14.40 1460
B T m/z 71.10 76.14%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LRI S SR BRI R
mmmmmmmm
m/z 43.00 59.53%
2 \ Ik 1] L 1‘.}1 109 197 225 253 282
m/z--> 55 100 150 260 250 300 3%0
Abundance #141426: Heneicosane
57
o "' 14.00 14.20 14.40 14.60
5000 m/z 85.05 57.17%
29 113
2 | M 169 107 225 253 296
m/z--> 55 100 150 260 2%0 360 3%0
Abundance #117638: Nonadecane I EEEEEmEEE S
57 14.00 14.20 14.40 14.60
m/z 55.00 25.76%
5000 85 \NPAvj\JﬁW,»A«AW”NNFVVﬁuuAWVA
29
DLl M e see 107 oo 28
m/z--> 55 160 150 260 250 300 3%0 1450 1420 1440 1460
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115119.D

Aca On : 22 Jun 2019 14:37

Operator : HP/JU

Sample - K3441-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Tetracosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14 .53 6.85 ng 545619 Perylene-di12 15.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2141 (14.530 min): BF115119.D (-2138) (-) m/z 57.00 100.00%
g7
85
5000
141 14.20 14.40 14.60 14.80
o34 I, || {109 197 224 253 280301323 351 386 | ns7 7110 76.50%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 L B B UL B
14.20 14.40 14.60 14.80
113 m/z 43.05 59.02%
3 d 141.169 197 225 253 281 309 338
m/z--> 55 100 150 260 250 360 3éo
Abundance #194493: Hexacosane
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 56.94%
ZPJ i | 4 Y2 141 169 107 205 253 295 323 367
m/z--> 50 160 1%0 260 2%0 300 3éo
Abundance #215181: 2-methyloctacosane A e R R
57 14.20 14.40 14.60 14.80
m/z 55.00 22.87%
5000 85
2?& I ‘ ”113 1§1 169 197 225 267 295 365 393
m/z--> 55 100 150 260 2%0 360 3éo ' 1450 1440 1460 1J80

8270-BF062119.M Tue Jun 25 17:30:25 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115119.D

Aca On : 22 Jun 2019 14:37

Operator : HP/JU

Sample - K3441-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 7

Peak Number 11 Heptacosane

R.T. EstConc Area Relative to ISTD R.T.
14.83 8.43 ng 671446 Perylene-di12 15.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 2192 (14.830 min): BF115119.D (-2189) (-) m/z 57.05 100.00%
57
85
5000
ny “113 141 160 197 225 253 285 323343365 1460 1480 1500 1520
ol b bl 7T T09 97 225 293 285 323343365 m/z 71.10 78.82%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 L SR BRI SURBURN U
85 14.60 14.80 15.00 15.20
m/z 43.00 62.13%
290 | | ) ;118 141 160 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 '
Abundance #100330: 2-Bromo dodecane
57
1460 14.80 15.00 15.20
5000 P m/z 85.10 55.65%
29J 113 169
S i - -
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane L L
57 14.60 14.80 15.00 15.20
m/z 55.00 21.97%
5000 85
113
200 | || |77, 141 160 197 225 267 295 365 393
m/z--> 50 100 1%0 200 250 300 350 ' 14.60 14.80 15.00 15.20

8270-BF062119.M Tue Jun 25 17:30:25 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115119.D

Aca On : 22 Jun 2019 14:37

Operator : HP/JU

Sample - K3441-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.17 9.03 ng 719136 Perylene-d12 15.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2250 (15.171 min): BF115119.D (-2246) (-) m/z 57.00 100.00%

7

5000

14.80 15.00 15.20 15.40

141 169 197 225 254 281

321 351 378 407

o m/z 71.10 77.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83028: Hexadecane
57
5000 85 IIIIIIIIIIIIIIIIIIII
14.80 15.00 15.20 15.40
m/z 43.00 58.65%
113
29 I 177 ‘141 169 197 226
= LI i o e e o e e B N I B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
R e o e N REEEE
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 57.66%
113
290 ||| |77 169 197 225 267 295 365 393
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R B
57 14.80 15.00 15.20 15.40
m/z 55.00 21.05%
85
5000
29 113
[ LA g T M40 197 225 253 296
— et e e e R e o e N REEEE
m/z--> 50 100 150 200 250 300 350 400 14. 80 15. OO 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062219\
Data File : BF115119.D

Acq On : 22 Jun 2019 14:37

Operator : HP/JU

Sample - K3441-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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]
Cyclotrisiloxane, ... 4._46 5.7 ng 451190 1 6.61 1571550 20.0
unknown48.04 6.38 48.0 ng 3774760 1 6.61 1571550 20.0
n-Hexadecanoic acid 11.67 20.1 ng 2417730 4 11.11 2411970 20.0
Z-8-Methyl-9-tetr... 12.36 2.5 ng 305836 4 11.11 2411970 20.0
Octadecanoic acid 12.45 52.1 ng 4640270 5 13.72 1779730 20.0
1-Heneicosanol 13.61 9.2 ng 819153 5 13.72 1779730 20.0
Heptadecane, 2,6,... 13.93 2.1 ng 188353 5 13.72 1779730 20.0
Eicosane 14.24 5.2 ng 463114 5 13.72 1779730 20.0
Tetracosane 14.53 6.8 ng 545619 6 15.08 1593010 20.0
Heptacosane 14.83 8.4 ng 671446 6 15.08 1593010 20.0
Hexadecane 15.17 9.0 ng 719136 6 15.08 1593010 20.0
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