LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111941.D

Aca On : 9 Jan 2019 10:45

Operator : JU/SJ

Sample : K1066-01

Misc :

ALS Vial : 5 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 2.251 24 28 45 rVB 129897 217415 4.23% 0.445%
2 3.481 234 237 250 rBV 27116 63415 1.23% 0.130%
3 5.122 511 516 522 rBV 197821 249775 4 .86% 0.511%
4 5.204 526 530 542 rVB 455301 443352 8.63% 0.907%
5 5.528 580 585 588 rBY 4131775 3820296 74.37% 7.815%
6 6.528 750 755 762 rBY 4006034 4252842 82.78% 8.700%
7 6.663 773 778 781 rBVY 4436760 4167880 81.13% 8.527%
8 6.886 812 816 819 rBVY 1276163 1179517 22.96% 2.413%
9 7.045 838 843 846 rBVY 3312240 3284906 63.94% 6.720%
10 7.445 905 911 914 rBVY 2668250 2727735 53.10% 5.580%

11 8.169 1028 1034 1037 rBV 1770812 1727639 33.63% 3.534%
12 8.880 1150 1155 1161 rVB 76521 63690 1.24% 0.130%
13 9.245 1211 1217 1220 rBV 5078687 5137218 100.00% 10.510%
14 9.627 1279 1282 1287 rVB 424306 400733 7.80% 0.820%
15 9.922 1325 1332 1336 rBV 2130897 2103091 40.94% 4_.302%

16 10.469 1422 1425 1431 rVB2 54264 60894 1.19% 0.125%
17 10.716 1461 1467 1470 rBV 3801435 3572087 69.53% 7.308%
18 10.810 1480 1483 1486 rBV 49771 67964 1.32% 0.139%
19 10.839 1486 1488 1495 rVB 66481 62453 1.22% 0.128%
20 11.274 1556 1562 1565 rBV3 40708 63151 1.23% 0.129%

21 11.410 1580 1585 1588 rBV 2387944 2214748 43.11% 4_.531%
22 11.433 1588 1589 1593 rVvV 456618 270441 5.26% 0.553%
23 11.486 1595 1598 1600 rVB 69549 62506 1.22% 0.128%
24 11.639 1618 1624 1632 rBV2 38426 64610 1.26% 0.132%
25 11.933 1672 1674 1681 rVB3 285555 261786 5.10% 0.536%

26 12.021 1686 1689 1692 rBV 86164 96726 1.88% 0.198%
27 12.621 1788 1791 1796 rVB 672381 589860 11.48% 1.207%
28 12.851 1825 1830 1835 rBV 477495 556380 10.83% 1.138%
29 12.998 1847 1855 1858 rBV 5231434 4916469 95.70% 10.058%

30 13.180 1883 1886 1888 rVB 80112 72195 1.41% 0.148%
31 13.221 1888 1893 1895 rBV 61919 58543 1.14% 0.120%
32 13.286 1900 1904 1906 rBV2 59062 56918 1.11% 0.116%
33 13.468 1928 1935 1941 rVB6 48291 87032 1.69% 0.178%

34 13.563 1946 1951 1954 rBV2 87903 103077 2.01% 0.211%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111941.D

Aca On : 9 Jan 2019 10:45

Operator : JU/SJ

Sample : K1066-01

Misc :

ALS Vial : 5 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\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.686 1965 1972 1977 rBV 54922 88905 1.73% 0.182%
36 13.798 1985 1991 1994 rBV2 59691 90708 1.77% 0.186%

37 13.892 2003 2007 2014 rVB2 235002 268472 5.23% 0.549%
38 14.051 2026 2034 2037 rBV 1789230 1948888 37.94% 3.987%
39 14.074 2037 2038 2045 rVB 247307 217680 4.24% 0.445%
40 14.210 2058 2061 2065 rBVY 127621 114460 2.23% 0.234%

41 14.515 2110 2113 2119 rVB2 179247 185740 3.62% 0.380%
42 14.827 2163 2166 2170 rVB 168942 169448 3.30% 0.347%
43 14.904 2176 2179 2183 rBV2 42873 51637 1.01% 0.106%
44 15.098 2208 2212 2215 rBVY 165309 241472 4._.70% 0.494%
45 15.168 2221 2224 2228 rVB 142365 151165 2.94% 0.309%

46 15.404 2261 2264 2269 rVB 98565 132368 2.58% 0.271%
47 15.468 2271 2275 2280 rVV 133910 182090 3.54% 0.373%
48 15.539 2281 2287 2300 rVB 996584 1462758 28.47% 2.992%
49 16.004 2361 2366 2373 rBV2 104349 173014 3.37% 0.354%
50 16.515 2449 2453 2460 rVB 76532 127987 2.49% 0.262%

51 17.027 2536 2540 2548 rVB2 65211 126820 2.47% 0.259%
52 17.474 2613 2616 2621 rVB2 43865 70263 1.37% 0.144%

Sum of corrected areas: 48881219
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111941.D

Aca On : 9 Jan 2019 10:45

Operator : JU/SJ

Sample : K1066-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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: BF111941.D
5000000
6.66

5.53 6.53

4000000
7.05

3000000 745

2000000

6.89

1000000
5.20

s 348 o UL

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: BF111941.D

4000000 10.72

3000000

11.41
9.92
2000000 8.17

1000000 12.62

9.63 11.43 193 12.85
8.88 1047 |m@s 1127140164 [(2,02 133132

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: BF111941.D

5000000

4000000
3000000

2000000 14.05

15.54
1000000

1mmmﬁf$%ﬂ 14.52 1483, 19507 15, 16,00 16.52 17.03  17.47
N;\J\'M

I e e

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111941.D

Aca On : 9 Jan 2019 10:45

Operator : JU/SJ

Sample : K1066-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 5

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

2.25 3.69 ng 217415 1,4-Dichlorobenzene-d4 6.89
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 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 28 (2.251 min): BF111941.D (-24) (-) m/z 73.10 100.00%

73
5000 43
55 87

35 | | 2.202.30 2.40 2.50 2.60 2.70
) SN2 X 1 A VSRS IS S — m/z 43.05 49.78%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
B

43 2.20 2.30 2.40 2.50 2.60 2.70
55 87 m/z 55.05 27.86%
29
Ll 35 I‘I | 67 ||, 80 |
Ot e e R e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 55 87 2.20 2.30 2.40 2.50 2.60 2.70
5000 m/z 87.05 27.05%
1? m ‘ 1 “\ 67\H\ . 97
Ot B o o e e e B L e N R
m/z--> 10 20 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60 2.70

m/z 41.05 16.26%

5000
45
29
Ll S 67 | 101
0..,....“...,.”.,...w....,”..,..”,....,”..,..”,

m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111941.D

Aca On : 9 Jan 2019 10:45

Operator : JU/SJ

Sample : K1066-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.12 4.24 ng 249775 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 28
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 516 (5.122 min): BF111941.D (-511) (-) m/z 43.00 100.00%
a3
59
5000
ot 480 5.00 520 540
0..,....,....,....','::..,.5%.'.,...‘.3,9....,??..,....,|....1,1.1..., m/z 59.10 57.44%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 SRR SRS LR RN
4.80 500 5.20 5.40
59 m/z 101.10 19.11%
0 21 37| 53 | 67 778 o1
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
50
480 5.00 520 540
5000 41 m/z 58.00 15.01%
69 P
15 \‘ 53| | B
O'W"”I'”'I”"P"I"”I'”'i”'W"”I'”'I”"P"W
m/z--> 10 20 40 60 70 80 90 100 110
Abundance #13663. 3-Hexanol, 4-ethyl- L L L I B
50 4.80 500 5.20 5.40
m/z 41.00 9.87%
5000
70 83 101
0"w}?w"Jl“'Jﬁk'w§%“i'“'r“'w"“l'“'|“"w"w
m/z--> 10 20 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111941.D

Aca On : 9 Jan 2019 10:45

Operator : JU/SJ

Sample : K1066-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown6.66 Concentration Rank 1

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

6.66 70.67 ng 4167880 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
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 777 (6.657 min): BF111941.D (-773) (-) m/z 132.00 100.00%
5000 68
96 IS RS A UL L
40 g4 J 6.40 6.60 6.80 7.00
ol Jrer |Asus | n/z 68.10 44.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 N AN AR A A
6.40 6.60 6.80 7.00
33 44 105 m/z 134.00 32.76%
60 7 0 115
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 640 660 6.80 7.00
5000 og 116 m/z 66.10 29.33%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R n
132 6.40 6.60 6.80 7.00
o7 m/z 69.05 18.71%
5000 0
31 52
oLl 61| 8 | 106116 |
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\BF010919\
Data File : BF111941.D

Aca On : 9 Jan 2019 10:45

Operator : JU/SJ

Sample : K1066-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.93 2.36 ng 261786 Phenanthrene-d10 11.41
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 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 1673 (11.927 min): BF111941.D (-1672) (-) m/z 43.10 100.00%
48
60 73
5000
97 129 T TrTTTTTT TTTT TTTT
Il 11571 143157171 185199 % 007 o6 11.60 11.80 12.00 12.20
Ol m/z 41.05 78.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 LN UM BN SR SULRS
11.60 11.80 12.00 12.20
m/z 60.00 76.84Y%
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 1160 11.80 12.00 12.20
5000 29 129 m/z 73.10 76.11%
143157 214
ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T T R
43 60 73 11.60 11.80 12.00 12.20
m/z 57.10 64.01%
5000 129
29
199
‘ 143157171185 242
o35 |
rrryrrTTyTTY IR A A A

I I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111941.D

Aca On : 9 Jan 2019 10:45

Operator : JU/SJ

Sample : K1066-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Sulfurous acid, octadecyl 2... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.89 2.76 ng 268472 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 70
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 58
3 Nonadecane 268 C19H40 000629-92-5 53
4 1-Octadecanesulphonvl chloride 352 C18H37ClI02S 1000342-70-4 52
5 Tetradecane 198 C14H30 000629-59-4 49
Abundance Scan 2007 (13.892 min): BF111941.D (-2003) (-) m/z 57.10 100.00%
43
5000
125139153 200 13.60 13.80 14.00 14.20
N L 2 287 "m/z 43.10 76.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43 57
71
5000 L B UL SULLS SR
13.60 13.80 14.00 14.20
11, m/z 71.10 50.82%
o 29 | 141155169183197 224 253 269
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43
57 UL LI UM UL B
= 13.60 13.80 14.00 14.20
5000 g5 m/z 55.10 48.97%
0 i ‘\ ‘ \ “ PiB127101 168 197 231 261
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117637: Nonadecane AR EEREE L
57 13.60 13.80 14.00 14.20
43 71 m/z 230.10 43 .54%
5000
99113
o 127141155169183197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111941.D

Aca On : 9 Jan 2019 10:45

Operator : JU/SJ

Sample : K1066-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .83 2.32 ng 169448 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 Tetracosane 338 C24H50 000646-31-1 80
5 Tetratetracontane 619 C44H90 007098-22-8 76
Abundance Scan 2166 (14.827 min): BF111941.D (-2163) (-) m/z 57.10 100.00%
g7
5000 85
13 "' 14160 1480 15.00 15.20
141 183 256
- .\, A ll, hoaoy- 263105 21429700 282 309 3% | n/z 43.10  63.07%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 L B SR BB B
mmmmmmmm
29 m/z 71.10 60.81%
o Ly L T 100 197 205 288
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
"' 1460 1480 15.00 15.20
5000 85 m/z 85.10 48 .80%
113 155
ol d by ] s MPaores
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R ma e R R
57 14.60 14.80 15.00 15.20
m/z 55.10 24 .04%
85
5000
29 113
ol L Ly [ 160 197 225 253 20
m/z--> 5'0 100 150 200 250 300 3&1,0 14|60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111941.D

Aca On : 9 Jan 2019 10:45

Operator : JU/SJ

Sample : K1066-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.17 2.07 ng 151165 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Nonadecane 268 C19H40 000629-92-5 93
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetracosane 338 C24H50 000646-31-1 83
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 2224 (15.168 min): BF111941.D (-2221) (-) m/z 57.10 100.00%

57
5000 85

14.80 15.00 15.20 15.40

L “113 141 169 107 237 268 295 345

0 ...u,.. T Pt e e e m/z 71.10 63.48%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L LB L
14.80 15.00 15.20 15.40
m/z 43.10 60.94%
29 113 141
0 | |l J J J 169 197 225 253 296
L I e B e LA B o o o o e |
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
R S R
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 42 .59%
29
0 \‘ | I ] J 411-3 141 169 197 225 268
et e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e A B RS S A
57 14.80 15.00 15.20 15.40
m/z 55.10 23.79%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
I o o o e A B L A e e e e B R S R
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111941.D

Aca On : 9 Jan 2019 10:45

Operator : JU/SJ

Sample : K1066-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.00 2.37 ng 173014 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2365 (15.998 min): BF111941.D (-2361) (-) m/z 57.05 100.00%
57
5000

15.60 15.80 16.00 16.20 16.40

99
| 141176207 261295 341

ob bbb L LA ATe207 261295 341 m/z 43.10 61.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 TTTT TTTT TTTT T T TT TT

15.60 15.80 16.00 16.20 16.40
m/z 71.10 61.03%

141 183 225 267 309 351 393 435 491 535 574 617

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

Abundance #215181: 2-methyloctacosane
57
T T
15.60 15.80 16.00 16.20 16.40
5000 m/z 85.10 41 _.67%
99
o280 1] | 141 183 225 267 309 365
e A e e e T e T T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane A EEE TS
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 27 .46%
5000
99
0 26 ] | 141 183 225 267 338
T T e e T e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 60 15. 80 16 00 16. 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010919\
Data File : BF111941.D

Acq On : 9 Jan 2019 10:45

Operator : JU/SJ

Sample - K1066-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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... 2.25 3.7 ng 217415 1 6.89 1179520 20.0
2-Pentanone, 4-hy... 5.12 4.2 ng 249775 1 6.89 1179520 20.0
unknown6 .66 6.66 70.7 ng 4167880 1 6.89 1179520 20.0
n-Hexadecanoic acid 11.93 2.4 ng 261786 4 11.41 2214750 20.0
Sulfurous acid, o... 13.89 2.8 ng 268472 5 14.05 1948890 20.0
Octadecane 14.83 2.3 ng 169448 6 15.54 1462760 20.0
Heneicosane 15.17 2.1 ng 151165 6 15.54 1462760 20.0
Tetratetracontane 16.00 2.4 ng 173014 6 15.54 1462760 20.0
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