LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111994.D

Aca On : 10 Jan 2019 18:22

Operator : JU/SJ

Sample : K1100-07

Misc :

ALS Vial : 14 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-BF010719.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 2.169 9 14 19 rVB 53160 71254 2.96% 0.313%
2 5.093 507 511 518 rVB 151739 169817 7.06% 0.746%
3 5.510 577 582 585 rBY 2351969 2158714 89.80% 9.488%
4 6.516 748 753 756 rBVY 2416621 2403864 100.00% 10.565%
5 6.651 771 776 779 rBV 2641279 2391829 99.50% 10.513%
6 6.698 781 784 794 rVB 160905 137182 5.71% 0.603%
7 6.875 810 814 819 rBV 743064 587082 24.42% 2.580%
8 6.934 821 824 827 rBV 44661 33239 1.38% 0.146%
9 7.034 837 841 844 rBVY 1783324 1536786 63.93% 6.754%
10 7.434 904 909 912 rBVY 1619293 1471830 61.23% 6.469%
11 8.157 1026 1032 1035 rBV 890267 773517 32.18% 3.400%
12 8.216 1039 1042 1045 rVB3 25730 27472 1.14% 0.121%
13 8.451 1076 1082 1088 rBV5 26067 40113 1.67% 0.176%
14 8.581 1100 1104 1106 rBV 36836 33724 1.40% 0.148%
15 8.745 1129 1132 1136 rBV 109108 93950 3.91% 0.413%
16 9.181 1203 1206 1210 rVB 35340 26774 1.11% 0.118%

17 9.233 1210 1215 1217 rBV 2091058 1926403 80.14% 8.467%
18 9.310 1225 1228 1232 rBV 122190 116759 4._.86% 0.513%
19 9.622 1277 1281 1285 rBV 871698 708592 29.48% 3.114%

20 9.657 1285 1287 1290 rVB2 26400 26193 1.09% 0.115%
21 9.839 1315 1318 1322 rVB 114229 90931 3.78% 0.400%
22 9.910 1326 1330 1335 rVB2 1145279 963193 40.07% 4.233%
23 10.163 1369 1373 1377 rBV3 20305 27584 1.15% 0.121%
24 10.339 1401 1403 1407 rVB 88556 68752 2.86% 0.302%
25 10.563 1436 1441 1443 rBV 27097 32489 1.35% 0.143%
26 10.698 1460 1464 1478 rVB 1796521 1666969 69.35% 7.327%
27 10.816 1481 1484 1485 rBV 46777 41683 1.73% 0.183%
28 11.398 1579 1583 1586 rBV 918777 739351 30.76% 3.250%
29 11.916 1668 1671 1675 rBV3 34135 28768 1.20% 0.126%
30 12.980 1848 1852 1855 rBV 1647755 1360737 56.61% 5.981%
31 13.210 1888 1891 1895 rVB 45761 35654 1.48% 0.157%
32 13.551 1946 1949 1952 rVB 63387 46233 1.92% 0.203%

33 13.880 2000 2005 2012 rBV 113000 116005 4._.83% 0.510%
34 14.039 2028 2032 2035 rVB 785494 692843 28.82% 3.045%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111994.D

Aca On : 10 Jan 2019 18:22

Operator : JU/SJ

Sample : K1100-07

Misc :

ALS Vial : 14 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-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 14.198 2055 2059 2063 rBV 130620 113535 4.72% 0.499%

36 14.510 2108 2112 2116 rBV 145865 135875 5.65% 0.597%

37 14.668 2135 2139 2142 rBV2 27659 27459 1.14% 0.121%
38 14.815 2158 2164 2169 rBV 165126 182923 7.61% 0.804%
39 14.892 2174 2177 2182 rVV 70030 73273 3.05% 0.322%

40 15.162 2219 2223 2229 rBVY 158868 190865 7.94% 0.839%

41 15.527 2279 2285 2294 rVB2 492605 835882 34.77% 3.674%
42 15.986 2358 2363 2369 rBVY 115411 175683 7.31% 0.772%

43 16.157 2388 2392 2393 rBv4 23375 27614 1.15% 0.121%

44 16.498 2444 2450 2456 rVB3 98321 193437 8.05% 0.850%

45 17.098 2548 2552 2557 rVB3 39670 57811 2.40% 0.254%

46 17.404 2602 2604 2616 rVB3 22940 64715 2.69% 0.284%

47 17.692 2648 2653 2654 rBV5 20412 26721 1.11% 0.117%
Sum of corrected areas: 22752079

8270-BF010719.M Fri Jan 11 03:15:08 2019 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111994.D

Aca On : 10 Jan 2019 18:22

Operator : JU/SJ

Sample : K1100-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF111994.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111994.D

Aca On : 10 Jan 2019 18:22

Operator : JU/SJ

Sample : K1100-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13

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

2.17 2.43 ng 71254 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 27
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 14 (2.169 min): BF111994.D (-9) (- m/z 73.10 100.00%
731
5000 43.0
55.0 87.1
e 2.20 2.30 2.40 2.50 2.60
“m“W“W“W“W“W“W“W“W“NJW“W“W”W“W“¢IW“W“W”W“W m/z 43.05 45.37%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 HUNE AR U LU U U
430 2.20 2.30 2.40 2.50 2.60
- 950 87.0 m/z 55.00 28.01%
29.0
1 35.0, |,]] | 67.0|
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0
2.20 2.30 2.40 2.50 2.60
5000 43.0 m/z 87.10 25.32%
58.0
”m“W“W“W“W“W“MJW“W“W”W“W“W“W“W“W*W“W“J”W“W
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1996: Silane, tetramethyl- e
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 15.32%
5000
43.0
2.0 15.0 2%9350 || 53060.066.0 ||, 81.088.0
m/z--> 0 5 10 1'5 20 25 30 35 40 45 50 5'5 6|0 65 70 75 80 85 90 95 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111994.D

Aca On : 10 Jan 2019 18:22

Operator : JU/SJ

Sample : K1100-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 5.79 ng 169817 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 511 (5.093 min): BF111994.D (-507) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.0 L I UL L I
| 83.0 | 4.80 5.00 5.20 5.40
o} X P PRSAO | NSS14SH — m/z 59.10 57.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U A U S SRR
4.80 5.00 5.20 5.40
59.0 m/z 101.00 18.51%
210 || 600 830 10°
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 5.00 520 540
5000 m/z 58.00 14 _.40%
101.0
150 310 | %80 g0 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8359: 3-Hexanol, 4-methyl- R R R
59.0 4.80 5.00 520 5.40
m/z 41.00 9.88%
5000
31.0 45.0
‘ ‘ 69.0 87.0
150 H L] Al 98.0 1150
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111994.D

Aca On : 10 Jan 2019 18:22

Operator : JU/SJ

Sample : K1100-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.65 Concentration Rank 1

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

6.65 81.48 ng 2391830 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 776 (6.651 min): BF111994.D (-771) (-) m/z 132.00 100.00%
132.0
5000 68.1 L
96.1 IR IS R R L
40.1 540 J 6.40 6.60 6.80 7.00
M.'P}-?..!,u.l??-?..-.,....,....,.... m/z 68.10 40.95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 U UL L L

6.40 6.60 6.80 7.00
m/z 134.00 33.04%

31.0 510
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R e
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 27.25%
41.0 97.0
‘ ‘ 117.0
oo L W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R E R Rmmms me
57.0 132.0 6.40 6.60 6.80 7.00
240 m/z 69.10 16.97%
5000 98.0 116.0
SN WO .Y S | SN
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111994.D

Aca On : 10 Jan 2019 18:22

Operator : JU/SJ

Sample : K1100-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 4

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

6.70 4_.67 ng 137182 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 64
4 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 39
5 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 39

Abundance Scan 784 (6.698 min): BF111994.D (-781) (-) m/z 45.10 100.00%
44.1
5000
59.1
et 640 6.60 6.80 7.00
104.1 : : : :
..,....,....,....,'.|!.~.,....|~....,.||.'..,..?‘.9',9...,.'.-..,....,....,....,....,... m/z 59.10 32.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 A
31.0 59.0 6.40 6.60 6.80 7.00
72.0 m/z 72.10 18.98%
Aol b bl seo 108060 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32644: Diethyl carbitol
45.0
640 6.60 6.80 7.00
5000 500 72.0 m/z 43.00 12.94%
31.0
150 MH M 89.0 1030 1160
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0 6.40 6.60 6.80 7.00
m/z 73.10 12.81%
5000
59.0 72.0
31.0 89.0
15.0 m\ 1 ‘ ‘ J 10?'0 119.0 148.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111994.D

Aca On : 10 Jan 2019 18:22

Operator : JU/SJ

Sample : K1100-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane Concentration Rank 12

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

8.75 2.43 ng 93950 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C16H34 000544-76-3 80
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 72
5 Dodecane 170 C12H26 000112-40-3 72

Abundance Scan 1133 (8.751 min): BF111994.D (-1129) (-) m/z 57.05 100.00%
51.0
5000
85.1
39 ‘ 112.0 8.40 8.60 8.80 9.00
...,....',:..| At et e || M/Z 43,10 76.19%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #48834: Tridecane
51.0
5000 85.0 S AARE AR AN RN
8.40 8.60 8.80 9.00
29.0 m/z 71.05 47 .14%
Il | 1120 1410 184.0
miz--> """"""e'o'"'s'o'"ic')é"iz'é"i«')"ieé"isd"'zc')é"ééé'"
Abundance #59881: Tetradecane
57.0
8.40 8.60 8.80 9.00
m/z 41.10 39.65%
5000 850 0
29.0
Ll ‘ g g M0 1410 1690 196.0
m/z--> 20 40 éo 80 160 150 140 160 180 260 220
Abundance #83024: Hexadecane B o
57.0 8.40 8.60 8.80 9.00
m/z 85.10 33.83%
5000 85.0
29.0
\‘ A \ L 113.0 141 0 169 0 226.0
m/z--> 20 Jo éo 80 160 150 140 160 180 200 220 840 860 880 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111994.D

Aca On : 10 Jan 2019 18:22

Operator : JU/SJ

Sample : K1100-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecane Concentration Rank 14

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

9.31 2.42 ng 116759 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 80
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 78

Abundance Scan 1228 (9.310 min): BF111994.D (-1225) (-) m/z 57.10 100.00%
57.1

5000

9.00 9.20 9.40 9.60
m/z 43.10 79.91%

39

112.2 1401

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57.0
5000 T RREN S ST
85.0 9.00 9.20 9.40 9.60
29.0 m/z 71.05 52.62%

I || l, 4 130 1410 1690 1980

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

Abundance #48894: Decane, 2,3,5-trimethyl-
57.0
9.00 9.20 9.40 9.60
5000 m/z 41.05 42 .82%
85.0
29.0 141.0
bl e 1180 ee0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane R e A REREE
57.0 9.00 9.20 9.40 9.60
m/z 85.10 32.02%
5000
85.0

29.0
| “ L/ ) 1130 1410 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111994.D

Aca On : 10 Jan 2019 18:22

Operator : JU/SJ

Sample : K1100-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.88 3.35 ng 116005 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Tritetracontane 605 C43H88 007098-21-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2005 (13.880 min): BF111994.D (-2000) (-) m/z 57.10 100.00%

57.1

- m

13.1 1691 2811 13 60 13 80 14. OO 14.20

SRMNEE B O S oMM m/z 43.10 70.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #215181: 2-methyloctacosane JA—/\LJ

5000 I R e N Emaa
13 60 13 80 14. OO 14 20

m/z 71.05 67 .03%

169.0 225.0 281.0  365.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0

13.60 13.80 14.00 14.20
5000 m/z 85.05 47 _44Y%

13.0 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane

57.0 13.60 13.80 14.00 14.20
m/z 55.05 33.50%

5000

130 /169.0 2250 2810 337.0 393.0 449.0 506.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13 60 13 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111994.D

Aca On : 10 Jan 2019 18:22

Operator : JU/SJ

Sample : K1100-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.20 3.28 ng 113535 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2059 (14.198 min): BF111994.D (-2055) (-) m/z 57.05 100.00%
57.0
5000
] Jgg ! 13.80 14.00 14.20 14.40 14.60
141.1 : : : : :
Al el aere L7 43.10  67.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 AR BRI DAL BRI B

13.80 14.00 14.20 14.40 14.60
m/z 71.10 61.78%

99.0
| ] | J1|‘ 141.0 183.0 2250 2810 337.0 394.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
T T e
13.80 14.00 14.20 14.40 14.60
5000 m/z 85.05 44 .04%
99.0
asol [ || L] 140 ass0 2250 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane T T TR T T T
57.0 13.80 14.00 14.20 14.40 14.60
m/z 55.05 23.69%
5000
99.0
| 4 1419 1830 2250 267.0 3090 3510 437.0
e o S A LA A S B e e s o R B A ma
m/z--> 50 100 150 200 250 300 350 400 13. 80 14. OO 14 20 14. 40 14.60

8270-BF010719.M Fri Jan 11 03:15:14 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111994.D

Aca On : 10 Jan 2019 18:22

Operator : JU/SJ

Sample : K1100-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .51 3.92 ng 135875 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2112 (14.510 min): BF111994.D (-2108) (-) m/z 57.10 100.00%
57.1
5000 85.1

141 2 14.20 14.40 14.60 14.80
197.1225.2 .
,111 P 2L 202 80 m/z 43.10 68.97%

m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L LB L |
14.20 14.40 14.60 14.80
m/z 71.10 63.20%
29.0 13.0
LAy ] ‘14}01690197022502530 296.0
e ., I B e BTN Baan o e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
R S
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10 47.87%
29.0 1
o i _ ‘Jﬂ.l 141:0160.0197.0225,02530 _ 205.0323.0 _ 367.0
e . T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- S T T T e ]
57.0 14.20 14.40 14.60 14.80
m/z 41.10 25.00%
5000 85.0

13.
ﬂ }41016901970 239026702960 352.0

m/z--> 50 150 200 250 300 350 14 20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111994.D

Aca On : 10 Jan 2019 18:22

Operator : JU/SJ

Sample : K1100-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.16 4_.57 ng 190865 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2223 (15.162 min): BF111994.D (-2219) (-) m/z 57.05 100.00%
57.0
5000
1 leel-l Wit w2 14150 15,00 1520 1540 "
VY 0 0 5 5 0 ot N . — m/z 43.10 63.69%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 L AL DU BRI ISR B
mmmmmmmm
99.0 m/z 71.10 58.55%
2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo
Abundance #185533: Pentacosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.05 45 _.39%
mﬂ] lJlMORWZ%O%m3w0%M
m/z--> 50 100 150 260 250 300 3éo
Abundance #215181: 2-methyloctacosane T e
57.0 14.80 15.00 15.20 15.40
m/z 55.10 23.57%
5000
99.0
28.0 ],I‘{ | | 1410 1830 2250 267.0 300.0 36503940
m/z--> 55 160 1%0 260 250 300 350 ' 1480 1500 1520 1§4o '

8270-BF010719.M Fri Jan 11 03:15:15 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111994.D

Aca On : 10 Jan 2019 18:22

Operator : JU/SJ

Sample : K1100-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.99 4.20 ng 175683 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Docosane 310 C22H46 000629-97-0 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 2363 (15.986 min): BF111994.D (-2358) (-) m/z 57.10 100.00%

51.1

%8

5000
141.1 15.60 15.80 16.00 16.20 16.40
183.1 223.0 267.1
...,.5~JlHJ e e m/z 43.10 67.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
5000 LA L L L L L LB L L LB

15. 60 15. 80 16. oo 16. 20 16 40
99.0 m/z 71.10 66.78%

141.0 1830 2250 267.0 309.0 365.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57.0
e e
15.60 15.80 16.00 16.20 16.40
5000 m/z 85.10 50.05%
9.0
26/0] | | 4 | ; 1410 1830 225.0 2670 310.0
T L e o B N B L o e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane b L i n o S A
57.0 15.60 15.80 16.00 16.20 16.40
m/z 55.10 25.10%
5000
99.0
260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> 50 100 150 200 250 300 350 400 15. 60 15. 80 16. 00 16. 20 16 40

8270-BF010719.M Fri Jan 11 03:15:16 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111994.D

Aca On : 10 Jan 2019 18:22

Operator : JU/SJ

Sample : K1100-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.50 4.63 ng 193437 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 2450 (16.498 min): BF111994.D (-2444) (-) m/z 57.10 100.00%

5000

%

99.1 R

2111 282.0 3551 4103 16.20 16.40 16.60 16.80
30 m/z 43.10 63.22%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane

57.0

5000 LIS L L L L L L L L B
16.20 16.40 16.60 16.80
99.0 m/z 71.05 58.26%
141.0
L 20 es0 s 20

m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane

57.0

T T

16.20 16.40 16.60 16.80
5000 m/z 85.05 40.31%

99.0
‘ ||l |y 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0

%

miz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane L B o o o o SUMMICIPIMEVE
57.0 16.20 16.40 16.60 16.80
m/z 55.00 21.79%
- \VVL/ﬂAWW\”W”V/\Mk¢ﬂvaw”*Jv¢
99.0
250 | |l 1 J , 141.0 183.0 2250 281.0 337.0 394.0
T [ T T T A T e e s TSI
miz--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011019\
Data File : BF111994.D

Acq On : 10 Jan 2019 18:22

Operator : JU/SJ

Sample - K1100-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719.M
Quant Title : 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... 2.17 2.4 ng 71254 1 6.87 587082 20.0
2-Pentanone, 4-hy... 5.09 5.8 ng 169817 1 6.87 587082 20.0
unknown6 .65 6.65 81.5 ng 2391830 1 6.87 587082 20.0
Ethanol, 2-(2-eth... 6.70 4.7 ng 137182 1 6.87 587082 20.0
Tridecane 8.75 2.4 ng 93950 2 8.16 773517 20.0
Tetradecane 9.31 2.4 ng 116759 3 9.91 0963193 20.0
2-methyloctacosane 13.88 3.4 ng 116005 5 14.04 692843 20.0
Octacosane 14.20 3.3 ng 113535 5 14.04 692843 20.0
Heneicosane 14_.51 3.9 ng 135875 5 14.04 692843 20.0
Octacosane 15.16 4.6 ng 190865 6 15.53 835882 20.0
2-methyloctacosane 15.99 4.2 ng 175683 6 15.53 835882 20.0
Eicosane 16.50 4.6 ng 193437 6 15.53 835882 20.0
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