LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\
Data File : BF114756.D

Aca On 1 Jun 2019 14:52

Operator : HP/JU

Sample : K3085-01

Misc :

ALS Vial : 17 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-BF052919 .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 4.869 467 473 482 rVB2 313202 398068 3.71% 0.406%
2 5.298 541 546 549 rBVY 3483045 3238884 30.19% 3.305%
3 6.322 716 720 723 rBVY 2508476 2026201 18.89% 2.068%
4 6.463 739 744 747 rBV 6040987 5749587 53.59% 5.867%
5 6.692 779 783 787 rBVY 3068761 2532497 23.60% 2.584%
6 6.851 806 810 813 rBVY 8062451 7484280 69.76% 7.637%
7 7.257 873 879 882 rBVY 5974248 6264382 58.39% 6.392%
8 7.686 947 952 954 rBV 95913 112931 1.05% 0.115%
9 7.975 997 1001 1004 rBVY 3784738 3200196 29.83% 3.266%
10 8.669 1116 1119 1125 rVvB2 133596 152524 1.42% 0.156%

11 9.051 1179 1184 1187 rBV 10639631 10728778 100.00% 10.948%
12 9.175 1203 1205 1208 rBV 163534 138298 1.29% 0.141%
13 9.380 1237 1240 1242 rBV 122770 112710 1.05% 0.115%
14 9.439 1247 1250 1252 rBV 500570 381542 3.56% 0.389%
15 9.628 1279 1282 1287 rVB 131597 165947 1.55% 0.169%

16 9.722 1293 1298 1301 rBV 4037765 3812758 35.54% 3.891%
17 9.751 1301 1303 1307 rVB 481533 372951 3.48% 0.381%
18 9.922 1329 1332 1333 rBvV 213558 176728 1.65% 0.180%
19 9.939 1333 1335 1337 rVV 233390 204135 1.90% 0.208%
20 10.263 1387 1390 1392 rVB 384576 328315 3.06% 0.335%

21 10.392 1407 1412 1414 rBV4 135702 174976 1.63% 0.179%
22 10.504 1426 1431 1434 rBV 5092128 5116065 47.69% 5.221%
23 10.651 1454 1456 1460 rVB 246610 237442 2.21% 0.242%
24 11.086 1528 1530 1533 rVB2 174656 121275 1.13% 0.124%
25 11.116 1533 1535 1541 rVB 213839 191939 1.79% 0.196%

26 11.192 1544 1548 1550 rBV 4174116 3686144 34.36% 3.762%
27 11.216 1550 1552 1555 rVB 1348559 1000874 9.33% 1.021%
28 11.263 1558 1560 1564 rVB 417257 363259 3.39% 0.371%
29 11.298 1564 1566 1573 rBV 133389 198798 1.85% 0.203%
30 11.422 1584 1587 1592 rBV 113166 120284 1.12% 0.123%

31 11.510 1600 1602 1608 rVB3 101132 110910 1.03% 0.113%
32 11.692 1631 1633 1635 rBV 159744 124657 1.16% 0.127%
33 11.722 1635 1638 1639 rBV 252315 254275 2.37% 0.259%
34 11.751 1639 1643 1649 rVV 4614714 5432899 50.64% 5.544%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\
Data File : BF114756.D

Aca On 1 Jun 2019 14:52

Operator : HP/JU

Sample : K3085-01

Misc :

ALS Vial : 17 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-BF052919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.804 1649 1652 1654 rVB 292089 292165 2.72% 0.298%

36 12.133 1706 1708 1711 rBV2 126122 125063 1.17% 0.128%
37 12.239 1724 1726 1730 rBV2 162085 170156 1.59% 0.174%
38 12.298 1734 1736 1738 rBV2 156370 132524 1.24% 0.135%
39 12.398 1750 1753 1756 rBV 1610874 1313469 12.24% 1.340%
40 12.445 1758 1761 1770 rVV5 314669 587619 5.48% 0.600%

41 12.539 1770 1777 1786 rVV 7564776 10410100 97.03% 10.623%
42 12.621 1787 1791 1794 rVvV 1319819 1506473 14.04% 1.537%
43 12.674 1798 1800 1806 rVB2 273401 357897 3.34% 0.365%
44 12.780 1813 1818 1821 rBV 9048146 9031536 84.18% 9.216%
45 13.021 1856 1859 1862 rVB2 326349 315543 2.94% 0.322%

46 13.051 1862 1864 1867 rBVY 106848 121604 1.13% 0.124%
47 13.221 1891 1893 1895 rBV2 122959 127423 1.19% 0.130%
48 13.368 1915 1918 1921 rVB 238505 225169 2.10% 0.230%
49 13.816 1989 1994 1996 rBV 2860855 2893627 26.97% 2.953%
50 13.839 1996 1998 2005 rVB 280368 264857 2.47% 0.270%

51 14.004 2024 2026 2029 rVB2 220414 197203 1.84% 0.201%
52 14.310 2076 2078 2082 rBV 238324 221120 2.06% 0.226%
53 14.604 2126 2128 2133 rVB 301525 281107 2.62% 0.287%
54 14.810 2160 2163 2166 rBV 179623 240635 2.24% 0.246%
55 14.915 2178 2181 2185 rVB2 310190 326764 3.05% 0.333%

56 15.086 2208 2210 2214 rVB 124550 122181 1.14% 0.125%
57 15.139 2217 2219 2223 rVV 168762 190351 1.77% 0.194%
58 15.204 2225 2230 2234 rVV 2497792 2803867 26.13% 2.861%
59 15.262 2237 2240 2244 rVB 258290 297347 2.77% 0.303%
60 15.662 2304 2308 2312 rVB 188258 242944 2.26% 0.248%

61 16.121 2382 2386 2394 rVB2 162700 266534 2.48% 0.272%
62 16.656 2473 2477 2483 rVB3 112991 215095 2.00% 0.219%

Sum of corrected areas: 97995882
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\

BF114756.D

1 Jun 2019 14:52

HP/JU

K3085-01

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\
Data File : BF114756.D

Aca On 1 Jun 2019 14:52

Operator : HP/JU

Sample - K3085-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4._.87 3.14 ng 398068 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 28
3 Tetraalvme 222 C10H2205 000143-24-8 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 473 (4.869 min): BF114756.D (-467) (-) m/z 43.00 100.00%
43
59
5000
T TTak0 480 50 550
....,....','...:|,.7?.§.3...-,|....,....,....,....,....,2.97.. m/z 59.00 56.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L RS UL
59 460 480 500 5.20
m/z 101.00 21.51%
15 4 101
83
i Ll L L
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43
" 460 480 500 520
5000 m/z 58.00 15.87%
101
58 ‘
il e e | w7as0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78615: Tetraglyme R RS S A
50 4.60 4.80 5.00 5.20
m/z 41.10 9.39%
5000
29 45 103
15 J“ ‘ “ 73 87 | 117 133 147 164 177
m/z--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520

8270-BF052919.M Mon Jun 03 08:21:13 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\
Data File : BF114756.D

Aca On 1 Jun 2019 14:52

Operator : HP/JU

Sample - K3085-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.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 unknown6.46 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.46 45.41 ng 5749590 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
Abundance Scan 743 (6.457 min): BF114756.D (-739) (-) m/z 132.00 100.00%
5000 68
40 o6 " 620 6.40 6.60 6.80
54 . . : :
[ | Weus N+ m/z 68.00 38.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U U U I

6.20 6.40 6.60 6.80
m/z 134.00 33.33%

a1 51 &
S T AV | SO |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
e
74 6.20 6.40 6.60 6.80
5000 gg 116 m/z 66.00 25.17%
S VB '~ Y ™ S
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R e B
132 6.20 6.40 6.60 6.80
m/z 69.05 15.66%
5000 67
41 53 97 17
b D
S 1 R T R SN | S—
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\
Data File : BF114756.D

Aca On 1 Jun 2019 14:52

Operator : HP/JU

Sample - K3085-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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.
11.75 29.48 ng 5432900 Phenanthrene-d10 11.19
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1643 (11.751 min): BF114756.D (-1639) (-) m/z 73.00 100.00%
3 B
5000
213 Trrrrrprrrrp T T
143157171185, oo 256 11.40 11.60 11.80 12.00
ol 4 m/z 43.00 82.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 0
5000 129 DR IS AR DR
83 nmnmnmnm
. 213 m/z 60.00 81.83%
143 171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73
435 11140 11.60 11.80 12.00
5000 129 m/z 57.05 66 .44%
171
7 115
LAl T i ||y [ %
| | ullly h H [ " u‘ | A
m/z--> ﬁo Jo éo 80 100 150 140 160 180 200 220 240 2éo 2§0
Abundance #84453: Tetradecanoic acid ST T
73 11.40 11.60 11.80 12.00
43 m/z 41.00 63.60%
5
5000 129
185 228
01115 | 143 171
i H ‘ i T N L \ 199213 .

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\BF060119\
Data File : BF114756.D

Aca On 1 Jun 2019 14:52

Operator : HP/JU

Sample - K3085-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.54 71.95 ng 10410100 Chrysene-di12 13.82
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 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1777 (12.539 min): BF114756.D (-1770) (-) m/z 73.00 100.00%

43 7
5000 129

12.20 12.40 12.60 12.80

O,H.JH. m/z 43.05 87.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 73
5000 129 I B B e B R

12.20 12.40 12.60 12.80
m/z 60.00 78.13%

|

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

Abundance #84453: Tetradecanoic acid
73
43 T T T
12.20 12.40 12.60 12.80
5000 m/z 57.05 74 .18%
129
185 228
97 115
171
w IS e e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95855: Pentadecanoic acid L B B B e
43 73 12.20 12.40 12.60 12.80
m/z 55.00 65.71%
129
5000 29

%

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\BF060119\
Data File : BF114756.D

Aca On 1 Jun 2019 14:52

Operator : HP/JU

Sample - K3085-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 2-Bromo dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.67 2.47 ng 357897 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 89
2 Heneicosane 296 C21H44 000629-94-7 76
3 Hexacosane 366 C26H54 000630-01-3 68
4 Tetratetracontane 619 C44H90 007098-22-8 64
5 Octacosane 394 C28H58 000630-02-4 64

Abundance Scan 1799 (12.669 min): BF114756.D (-1798) (-) m/z 57.00 100.00%

57
85
5000 218

113 1240 12160 12,80 13.00
141 169187 236 263 204314
...-.l,.l..“.-llw-u,m-. SRR e SNkt S m/z 71.10 82.43%

m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
5|7

5000 85 B A m e
12. 40 12. 60 12. 80 13. OO

m/z 43.05 76 .68%

29 113 169
B ALl R 7 S
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57

12 40 12.60 12.80 13.00

85

5000 m/z 85.10 60.89%
29 113
LU {77, M2 169 107 225 253 296
e T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e e e
57 12. 40 12. 60 12. 80 13. 00

m/z 218.00 39.29%

5000 85
29
O L1 M9 160 107 25 25 205 33 367
L LT M 160 197 225 253 295 323 36

m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\
Data File : BF114756.D

Aca On 1 Jun 2019 14:52

Operator : HP/JU

Sample - K3085-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.02 2.18 ng 315543 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 83
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 58
3 Pvrene. 1-methvl- 216 C17H12 002381-21-7 58
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 53
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 43

Abundance Scan 1859 (13.021 min): BF114756.D (-1856) (-) m/z 216.10 100.00%

57 216

5000

J%

12.80 13.00 13.20 13.40
m/z 57.05 86.27%

108 12714> 163 189

234549264279295

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74418: 11H-Benzo[b]fluorene
216
5000 LN I L L L L L B

12.80 13.00 13.20 13.40
m/z 215.05  84.71%

107
39 63 81 122139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74421: 11H-Benzo[a]fluorene
216
T
12.80 13.00 13.20 13.40
5000 m/z 71.05 64 .23%
108
63 137 163 189
B R N LR N s n s o e o e L e RARRRRRERSER RS uas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74411: Pyrene, 1-methyl- T EEERENREE S SRS S S
216 12.80 13.00 13.20 13.40
m/z 43.00 57.43%
5000
95 189
14 39 63 0 134 163
_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_ﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\
Data File : BF114756.D

Aca On 1 Jun 2019 14:52

Operator : HP/JU

Sample - K3085-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_M
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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .60 2.01 ng 281107 Perylene-d12 15.20
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 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2127 (14.598 min): BF114756.D (-2126) (-) m/z 57.00 100.00%
57
85
5000
] 13 141 14.20 14.40 14.60 14.80 15.00
168 217 326 : : : : :
3 ,|. b, II “ e 199 0T 28 1. 2.7?2:9? SE23030 1 sz 71.10  84.93%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR AL B B B
mmmmmmmmmm
m/z 43.00 66.03%
29 113
il i J | ;1‘.‘1 (169 197 225 253 296
m/z--> 55 100 150 260 250 360 3%0
Abundance #185533: Pentacosane
57
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.05 53.67%
113
29| | g i 0t 169189 211 239 267 205 323 352
m/z--> 55 160 150 200 2%0 360 3%0
Abundance #94356: Tetradecane, 2,6,10-trimethyl- e o
57 14.20 14.40 14.60 14.80 15.00
m/z 41.00 28.67%
5000 85
113 155
- ‘ Dby [ass | 2 25 S
m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\
Data File : BF114756.D

Aca On 1 Jun 2019 14:52

Operator : HP/JU

Sample - K3085-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 9 Tridecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .92 2.33 ng 326764 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2182 (14.921 min): BF114756.D (-2178) (-) m/z 57.00 100.00%
57
85
5000
14]_ 169189 262 14.60 14.80 15.00 15.20
S II L 2L 2000 290320 IS hyz 71.10 77.24%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B B L B
mmmmmmmm
m/z 85.10 62.71%
29 113
| w J L ,1f11169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0
Abundance #152416: Tridecane, 1-iodo-
57
14,60 14.80 15.00 15.20
5000 85 m/z 43.05 57 .83%
28
183
|}113155 a0
m/z--> 50 100 150 200 250 300 350
Abundance #175556: Tetracosane R o o o o
57 14.60 14.80 15.00 15.20
m/z 99.05 22 .71%
85
5000
29
J } L ”1}3‘1§1”169 197 225 253 281 309 338
m/z--> 55 100 1%0 260 250 360 3%0 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\
Data File : BF114756.D

Aca On 1 Jun 2019 14:52

Operator : HP/JU

Sample - K3085-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 9
R.T. EstConc Area Relative to ISTD R.T.
15.26 2.12 ng 297347 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 2240 (15.262 min): BF114756.D (-2237) (-) m/z 57.10 100.00%
57
85
5000

141169 101 270 15.00 15.20 15.40 15.60
: || oty L22t244 20 308328348 385 | n/z 71.10  69.83%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
5|7
85
5000 TT T[T T T T[T T rrrrrrr1
15.00 15.20 15.40 15.60
m/z 43.05 55.62%
29 13 941
|, i J Mt ‘169 197 225 253 296
....,.. T e I e e e e B e e I
m/z--> 50 150 200 250 300 350
Abundance #175559: Tetracosane
57
R N REE
85 15.00 15.20 15.40 15.60
5000 m/z 85.10 55.47%
29
I } | J113‘141 169 197 225 253 338
e e L e e o e L ANLA m
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- B EERR Bam s L
57 15.00 15.20 15.40 15.60
m/z 99.10 18.70%
5000 85
113 239
3 l WLy M4t 169 197 % 267 204 323 352
o I A e o I LA B o S R N REE
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF060119\
Data File : BF114756.D

Acq On 1 Jun 2019 14:52

Operator : HP/JU

Sample - K3085-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052919_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]
2-Pentanone, 4-hy... 4.87 3.1 ng 398068 1 6.69 2532500 20.0
unknown6 .46 6.46 45.4 ng 5749590 1 6.69 2532500 20.0
n-Hexadecanoic acid 11.75 29.5 ng 5432900 4 11.19 3686140 20.0
Octadecanoic acid 12.54 72.0 ng 10410100 5 13.82 2893630 20.0
2-Bromo dodecane 12.67 2.5 ng 357897 5 13.82 2893630 20.0
11H-Benzo[b]fluorene 13.02 2.2 ng 315543 5 13.82 2893630 20.0
Heneicosane 14.60 2.0 ng 281107 6 15.20 2803870 20.0
Tridecane, 1-iodo- 14.92 2.3 ng 326764 6 15.20 2803870 20.0
Tetracosane 15.26 2.1 ng 297347 6 15.20 2803870 20.0
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