LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\
Data File : BF100756.D

Aca On : 21 Nov 2017 3:01

Operator : SJ/JU

Sample : 16306-01

Misc :

ALS Vial : 24 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 5.098 508 512 522 rBV 95759 114008 7.48% 0.722%
2 5.492 574 579 582 rBVY 1494599 1396551 91.64% 8.842%
3 6.498 745 750 756 rVB 1470348 1432121 93.97% 9.068%
4 6.639 770 774 777 rBV 1647381 1438283 94.38% 9.107%
5 6.875 810 814 817 rVB 524139 478729 31.41% 3.031%
6 7.028 836 840 843 rBVY 1359108 1148783 75.38% 7.274%
7 7.139 854 859 862 rBV2 27285 24834 1.63% 0.157%
8 7.263 874 880 883 rBv4 10472 19368 1.27% 0.123%
9 7.433 904 909 912 rBVY 1011962 844880 55.44% 5.349%
10 7.510 918 922 925 rBV4 36525 45009 2.95% 0.285%
11 7.769 963 966 968 rBV 46960 34204 2.24% 0.217%
12 7.792 968 970 972 rVB 23554 18652 1.22% 0.118%
13 7.828 972 976 979 rBv4 14531 19030 1.25% 0.120%
14 7.863 979 982 984 rBV3 20029 18442 1.21% 0.117%
15 8.128 1025 1027 1028 rBV 24950 19873 1.30% 0.126%
16 8.151 1028 1031 1034 rVVv 680161 597107 39.18% 3.781%
17 8.204 1038 1040 1043 rVB 68148 56053 3.68% 0.355%
18 8.233 1043 1045 1048 rBV3 23359 24494 1.61% 0.155%
19 8.328 1053 1061 1063 rBV7 13869 29494 1.94% 0.187%
20 8.357 1063 1066 1068 rVB 59866 50230 3.30% 0.318%
21 8.439 1076 1080 1082 rBv4 27428 31295 2.05% 0.198%
22 8.522 1091 1094 1099 rVB5 16655 22865 1.50% 0.145%
23 8.569 1099 1102 1104 rBV 66558 54700 3.59% 0.346%
24 8.657 1114 1117 1119 rVB 35996 29836 1.96% 0.189%
25 8.692 1119 1123 1125 rBV 44453 39020 2.56% 0.247%
26 8.833 1144 1147 1151 rVB3 31009 37382 2.45% 0.237%
27 9.027 1177 1180 1183 rBv4 19408 27778 1.82% 0.176%
28 9.063 1183 1186 1189 rVB3 15898 20675 1.36% 0.131%
29 9.145 1197 1200 1201 rBvV2 24775 18639 1.22% 0.118%
30 9.169 1201 1204 1209 rvVvB2 88209 96203 6.31% 0.609%
31 9.227 1210 1214 1217 rBV 1884012 1523955 100.00% 9.649%
32 9.310 1224 1228 1230 rBV 51849 53834 3.53% 0.341%
33 9.622 1277 1281 1284 rBv2 171568 171960 11.28% 1.089%
34 9.774 1301 1307 1309 rBvV2 28064 32805 2.15% 0.208%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\
Data File : BF100756.D

Aca On : 21 Nov 2017 3:01

Operator : SJ/JU

Sample : 16306-01

Misc :

ALS Vial : 24 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.833 1312 1317 1319 rVB2 31697 35522 2.33% 0.225%
36 9.910 1326 1330 1333 rBvV 645160 534521 35.07% 3.384%
37 10.010 1344 1347 1351 rVB5 13568 19590 1.29% 0.124%
38 10.063 1351 1356 1359 rBV5 14515 24303 1.59% 0.154%
39 10.098 1359 1362 1368 rVB5 17033 33713 2.21% 0.213%
40 10.151 1368 1371 1375 rBV4 21788 22681 1.49% 0.144%
41 10.304 1394 1397 1400 rBV 22580 26276 1.72% 0.166%
42 10.333 1400 1402 1404 rVB 43632 33457 2.20% 0.212%
43 10.551 1430 1439 1445 rVB2 26135 42781 2.81% 0.271%
44 10.692 1460 1463 1467 rVB 671398 631649 41.45% 3.999%
45 10.804 1479 1482 1489 rVB 51418 62580 4._.11% 0.396%
46 11.251 1553 1558 1560 rBVY 38597 34012 2.23% 0.215%
47 11.280 1560 1563 1568 rVB2 25061 28341 1.86% 0.179%
48 11.392 1579 1582 1585 rBVY 510103 441035 28.94% 2.792%
49 11.416 1585 1586 1593 rVV 99836 73545 4._.83% 0.466%
50 11.468 1593 1595 1598 rVB 36815 26461 1.74% 0.168%
51 11.680 1627 1631 1636 rBV2 19219 19864 1.30% 0.126%
52 11.910 1668 1670 1678 rVB3 41397 51259 3.36% 0.325%
53 12.010 1683 1687 1689 rBV2 35167 38331 2.52% 0.243%
54 12.463 1762 1764 1766 rBV2 38485 35786 2.35% 0.227%
55 12.486 1766 1768 1774 rVB2 42339 38958 2.56% 0.247%

56 12.604 1785 1788 1792 rBV 183997 154708 10.15% 0.980%
57 12.698 1801 1804 1808 rBV4 20095 22449 1.47% 0.142%
58 12.833 1822 1827 1831 rBV 187335 204253 13.40% 1.293%
59 12.974 1847 1851 1855 rVB 1147928 1032853 67.77% 6.540%

60 13.051 1859 1864 1868 rBV2 15855 27491 1.80% 0.174%
61 13.163 1880 1883 1887 rVB2 41607 38297 2.51% 0.242%
62 13.227 1892 1894 1897 rVB 29281 22925 1.50% 0.145%
63 13.268 1897 1901 1904 rBV2 23172 24219 1.59% 0.153%

64 13.862 1999 2002 2009 rVB2 140989 148983 9.78% 0.943%
65 14.033 2025 2031 2034 rBV2 600086 636107 41.74% 4.028%

66 14.057 2034 2035 2038 rVB 104831 59437 3.90% 0.376%
67 14.139 2043 2049 2052 rBV3 30532 41579 2.73% 0.263%
68 14.186 2052 2057 2060 rBV6 16600 27928 1.83% 0.177%
69 14.415 2092 2096 2100 rBV3 73456 109283 7.17% 0.692%
70 14.492 2106 2109 2114 rBV5 39328 65890 4._.32% 0.417%
71 14.562 2119 2121 2125 rVB4 23428 20737 1.36% 0.131%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\
Data File : BF100756.D

Aca On : 21 Nov 2017 3:01

Operator : SJ/JU

Sample : 16306-01

Misc :

ALS Vial : 24 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 15.074 2203 2208 2211 rBV 88269 145013 9.52% 0.918%
73 15.133 2216 2218 2222 rVVv4 26094 35806 2.35% 0.227%
74 15.180 2224 2226 2230 rVB 23954 21310 1.40% 0.135%
75 15.380 2256 2260 2265 rVB 53790 75573 4_.96% 0.478%
76 15.439 2266 2270 2276 rVB 73198 97657 6.41% 0.618%
77 15.504 2276 2281 2285 rBV 311042 426722 28.00% 2.702%
78 15.956 2355 2358 2361 rVB4 20628 25204 1.65% 0.160%
79 16.974 2528 2531 2540 rVB2 28543 53868 3.53% 0.341%
80 17.062 2542 2546 2551 rVvVv7 11750 20454 1.34% 0.130%
81 17.433 2603 2609 2611 rBV3 16533 29235 1.92% 0.185%

Sum of corrected areas: 15793738
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100756.D

Aca On : 21 Nov 2017 3:01

Operator : SJ/JU

Sample : 16306-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF100756.D

6.64

1500000 5.49 6.50
7.03

7.43
1000000

6.87
500000

5.10

7.14 26 |[7.51 %/

A
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: BF100756.D
9|23

1500000
12.97
1000000
8.15 9.91 10.69

500000

12.6012.83

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100756.D

1500000

1000000

14.03

500000

1619706 17.43
e e ———————————Sa el S S S S S

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100756.D

Aca On : 21 Nov 2017 3:01

Operator : SJ/JU

Sample : 16306-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.10 4.76 ng 114008 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-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 37
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 28

Abundance Scan 512 (5.098 min): BF100756.D (-508) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 AN AR RS AR AR
| 83.1 | 111 4.80 500 5.20 5.40
SUARESSMNMESERMSMSMSSISENT 1 RMIMEBISIVTL | SIS Sl MR MR =S m/z 59.00 57.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 HBE RS LR UL
4.80 500 5.20 5.40
59.0 1010 m/z 101.10 17.95%
i e 890 80 020 [
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.10 14 .68%
410 101.0
15.0 310 " g0 69.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester e pret e e
43.0 4.80 500 5.20 5.40
m/z 41.10 9.45%
57.0
5000
29.0 101.0
50 | Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100756.D

Aca On : 21 Nov 2017 3:01

Operator : SJ/JU

Sample : 16306-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 unknown6.64 Concentration Rank 1

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

6.64 60.09 ng 1438280 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 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 774 (6.639 min): BF100756.D (-770) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 PSP SRS SRR R
401 540 6.40 6.60 6.80 7.00
....,...::u..:,::..,.:l-.',..7.5.",1....,..!.,%??:?....,...., | | m/Z 68.10 39.62%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U I I R I
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.21%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
97.0 " 640 6.60 6.80 7.00
5000 m/z 66.00 24 .03%
70.0
31.0 52.0
86.0 107.0116.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A m e e R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.34%
5000 67.0
41.0 97.0
‘ 20.0 117.0
"“l'“jli"ﬂ'“w'w“l'Lwﬁ"w'ﬂ“lﬁezo“'“w"wH“' T B RS S LR
m/z--> 30 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100756.D

Aca On : 21 Nov 2017 3:01

Operator : SJ/JU

Sample : 16306-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 Dodecane, 2,6,10-trimethyl- Concentration Rank 5

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

9.17 3.60 ng 96203 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 72
2 Nonane. 3-methvl-5-proovl- 184 C13H28 031081-18-2 64
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 64
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 64
5 Nonane, 1l-iodo- 254 C9H191 004282-42-2 53

Abundance Scan 1204 (9.169 min): BF100756.D (-1201) (-) m/z 57.05 100.00%

sl

159.1 IIIIIIIIIII TTrTT IIIII
1741 8.80 9.00 9.20 940 960

m/z 71.10 83.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71410: Dodecane, 2,6,10-trimethyl-

41.0 M

5000 R
850 8.80 9.00 9.20 9.40 9.60

m/z 43.10 54 .34%

5000

112.1127.1

112.0127.0
e MEOTTY  asso  asso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
s A o
8.80 9.00 9.20 9.40 9.60
5000 85.0 m/z 41.05 34.11%
41.0
26,0 112.0127.0,45 184.0
L B e e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl- L B o
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 30.63%
5000
41,0
85.0
26,0 ‘ [ A “ 130 1490 1690  197.0
B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100756.D

Aca On : 21 Nov 2017 3:01

Operator : SJ/JU

Sample : 16306-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 5 unknown9.31 Concentration Rank 12

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

9.31 2.01 ng 53834 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 46
2 1-Dodecanol. 3.7.11-trimethvl- 228 C15H320 006750-34-1 43
3 Cvclooctane. 1.2-dimethvl- 140 C10H20 013151-94-5 35
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 35
5 Oxalic acid, cyclobutyl tridecyl... 326 C19H3404 1000309-70-4 27

Abundance Scan 1228 (9.310 min): BF100756.D (-1224) (-) m/z 57.05 100.00%
51.0
5000
85.1 125.1 T
39 1511 1730 193.2210.2 9.00 9.20 9.40 9.60
: m/z 55.00 59.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50321: 1-Octanol, 2-butyl-
57.0
5000 U SR RS AR
5.0 9.00 9.20 9.40 9.60
29.0 HJO m/z 43.00 58.68%
\‘\ all L \H 1400 168.0
m/z--> 2I ' éo ' 100 150 150 160 180 260 250
Abundance
57.0
'9.00 9.20 9.40 9.60
5000 83.0 m/z 69.10 54_77%
29.0 125.0
101.0 154, o 182.0  210.077g 9
m/z--> 25 Jo éo 85 160 120 150 160 180 260 250
Abundance #18010: Cyclooctane, 1,2-dimethyl- R e AR RRRE
58.0 9.00 9.20 9.40 9.60
m/z 41.05 50.75%
5000
29.0 83.0
LT
\ \‘
m/z--> ' ' ' 100 150 150 160 180 260 250 gbo 950 gho 9%0 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100756.D

Aca On : 21 Nov 2017 3:01

Operator : SJ/JU

Sample : 16306-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.84 ng 62580 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexadecane 226 C16H34 000544-76-3 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 1481 (10.798 min): BF100756.D (-1479) (-) m/z 57.05 100.00%
57.0
5000 85.0
13.0141.1 10,40 10.60 10.80 11.00 11.20
— el m/z 43.10 82.56%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 AR SRR DA S B
85.0 10140 10,60 10,80 11.00 1120
29.0 m/z 71.10 56.15%
‘ 13.0
‘ h L 14101690197022502530281030903380
m/z--> 50 160 150 260 2éo 360 3éo
Abundance
57.0
10,40 10.60 10.80 11.00 11.20
m/ 85.05 38.07Y%
5000 85.0 z 0
29.0
113.0141.0169.0197.0 240.0
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #202662: Heptacosane
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.05 33.58%
5000
85.0
2900 1 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0

m/z--> 50 100 150 200 250 300 350 10. 40 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100756.D

Aca On : 21 Nov 2017 3:01

Operator : SJ/JU

Sample : 16306-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 Decanoic acid, silver(1+) salt Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.91 2.32 ng 51259 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid. silver(1+) salt 278 C10H19A002 013126-67-5 50
2 n-Decanoic acid 172 C10H2002 000334-48-5 43
3 Tetradecane 198 C14H30 000629-59-4 35
4 Oxalic acid. dodecvl propvl ester 300 C17H3204 1000309-26-5 30
5 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 22

Abundance Scan 1670 (11.910 min): BF100756.D (-1668) (-) m/z 73.00 100.00%
43.0 73.0
5000 1290
A
W 171.1 121‘?'2 11.60 11.80 12.00 12.20
Al 4 | m/z 43.05 97.46%
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
T Mmuhwwmwww
43.0 155.0
5000 S DU UL BULRN U
11,60 11.80 12.00 12.20
0
‘ 115.0 m/z 57.10 72.38%
AL M‘\W dl | 2170 2790 _ 3300 _ 387.0
m/z--> 50 100 150 200 250 300 350
Abundance
60.0
11.60 11.80 12,00 12.20
5000l 229 m/z 55.00 69.12%
129.0
97.0 172.0
m/z--> 50 100 150 200 250 300 350
Abundance #59881: Tetradecane A REEREEaSS
57.0 11.60 11.80 12.00 12.20
m/z 60.00 63.80%
5000
270
J | ] | 19991270 169.0198.0
m/z--> 50 100 150 ﬁ 250 300 350 ' 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100756.D

Aca On : 21 Nov 2017 3:01

Operator : SJ/JU

Sample : 16306-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.86 4.68 ng 148983 Chrysene-di12 14.03

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
3 Octacosanol 410 C28H580 000557-61-9 93
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 1-Docosene 308 C22H44 001599-67-3 91

Abundance Scan 2002 (13.862 min): BF100756.D (-1999) (-) m/z 57.05 100.00%

5000

23

13.60 13.80 14.00 14.20
m/z 43.10 88.74%

m/z--> 50 100 150 200 250 300 350 )
Abundance #155046: 1-Heneicosanol
55.0
5000 TT T[T T T T[T T rrrrrrr1
13. 60 13. 80 14. 00 14. 20
m/z 55.05 86.34%
390
190, | \‘ H ‘H‘ 3 ) 1820 2240 2660
T T
m/z--> 50 200 250 300 350
Abundance
57.0
L R e e
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 79.08%
27.0 1260 1680 2100 252.0 297.0 3480
e e e T T
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol R LB B S TSR
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.10  75.40%
5000
39.0 LWW
27,0/ L 41, 1810 22202510 292.0322.0 362.0392.0

m/z--> 50 100 150 200 250 300 350 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100756.D

Aca On : 21 Nov 2017 3:01

Operator : SJ/JU

Sample : 16306-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 unknownl4.42 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14 .42 3.44 ng 109283 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-(2-naphthalenvIme... 268 C21H16 000611-48-3 49
2 Naphthalene. 1.1"-methvlenebis- 268 C21H16 000607-50-1 42
3 3-Methvlcholanthrene 268 C21H16 000056-49-5 35
4 Benzene. 1.1"-(1l-ethyl-1.2-ethen... 268 C18H2002 025346-90-1 25
5 Dinaphtho[2,1-b:1",2"-d]furan 268 C20H120 000194-63-8 25

Abundance Scan 2097 (14.421 min): BF100756.D (-2092) (-) m/z 242.10 100.00%

24

5000

119.5 147.1
14.20 14.40 14.60 14.80

m/z 274.10 81.94%

41.0 63.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117696: Naphthalene, 1-(2-naphthalenylmethyl)-

268.0

5000
14.20 14.40 14.60 14.80

‘ m/z 273.10 77.37%
||

1150
1410
250 630 890 |11 1630 1800 130 2390

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

Abundance
268.0
14.20 14.40 14.60 14.80
5000 m/z 241.10 55.66%
115.0 141.0
39.0 63.0 89.0 165.0 189.0 213.0 239.0
R B e e S e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117681: 3-Methylcholanthrene e e
268.0 14.20 14.40 14.60 14.80
m/z 239.10 51.21%
5000
126.0

39.0 63.0 87.0 163.0 187.0 213.0 239.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100756.D

Aca On : 21 Nov 2017 3:01

Operator : SJ/JU

Sample : 16306-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 unknownl14.49 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.49 2.07 ng 65890 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Dibenzla.klTanthracene. 5.6-d... 268 C21H16 007198-87-0 38
2 9-Methvl-10-phenvlanthracene 268 C21H16 013425-08-6 38
3 3-Methvlcholanthrene 268 C21H16 000056-49-5 30
4 7.9-Diamino-5.6-dihyvdronaphthol2... 268 C14H12N4S 037071-29-7 27
5 Naphthalene, 1-(2-naphthalenylme... 268 C21H16 000611-48-3 27
Abundance Scan 2109 (14.492 min): BF100756.D (-2106) (-) m/z 57.05 100.00%
51.0 267.1
5000
97.1 139.1 %6
‘ 1711 ' 897.3 1420 14.40 14.60 14.80
et o A e m/z 267.10 83.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117697: 4H-Dibenz[a,kllanthracene, 5,6-dihydro-
268.0
5000
14.20 14.40 14.60 14.80
m/z 268.10 78.68%
270 630 1260 1890 ‘23?"#\‘ i
m/z--> 55 160 1éo 260 2%0 360 3%0 460
Abundance
268.0
14.20 14.40 14.60 14.80
5000 m/z 43.00 74 .45Y%
113.0
440 191.0
74.0 150.0 239.0
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance #117681: 3-Methylcholanthrene AR EEREE L
268.0 14.20 14.40 14.60 14.80
m/z 242.10 62.42%
5000
126.0
39.0 870 | 187.0 239-4\ dl
m/z--> 55 160 1éo 260 2%0 360 3%0 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100756.D

Aca On : 21 Nov 2017 3:01

Operator : SJ/JU

Sample : 16306-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 Indeno[l1,2,3-cd]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.97 2.52 ng 53868 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 76
2 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 62
3 12H-Benzothienol2.3-dlpvridoll.2... 276 C14H16N2S2 102254-63-7 59
4 2.2.2-Trifluoro-N-(4-methoxv-1.3... 276 C10H7F3N202S 1000373-11-3 53
5 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 50
Abundance Scan 2530 (16.968 min): BF100756.D (-2528) (-) m/z 276.10 100.00%
276.1
5000
138.0
57.0 96.0 179.1 2150 249.1 16.60 16.80 17.00 17.20
: m/z 274.10 23.50%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124618: Indeno[1,2,3-cd]pyrene
276.0
5000 AU BN UGS
138.0 16.60 16.80 17.00 17.20
' m/z 138.00 21.10%
43.0 63.0 %onmuﬂ 1m0mm3nuﬂ%0 W
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
276.0
16.60 16.80 17.00 17.20
5000 m/z 277.10 19.65%
138.0
63.0 90.0 113.0 170.0 20102220 252.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124108: 12H-Benzothieno[2,3-d]pyrido[1,2-a]pyrimidine-12-...
276.0 16.60 16.80 17.00 17.20
m/z 139.00 15.58%
5000
410 247.0
61.0 82.0 108.0 1340 160.0 1940 2190 | | ‘
m/z--> 4b 60 80 100 150 1&0 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112017\
Data File : BF100756.D

Acq On : 21 Nov 2017 3:01

Operator : SJ/JU

Sample - 16306-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817 .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]
2-Pentanone, 4-hy... 5.10 4.8 ng 114008 1 6.87 478729 20.0
unknown6 .64 6.64 60.1 ng 1438280 1 6.87 478729 20.0
Dodecane, 2,6,10-... 9.17 3.6 ng 96203 3 9.91 534521 20.0
unknown9.31 9.31 2.0 ng 53834 3 9.91 534521 20.0
Tetracosane 10.80 2.8 ng 62580 4 11.39 441035 20.0
Decanoic acid, si... 11.91 2.3 ng 51259 4 11.39 441035 20.0
1-Heneicosanol 13.86 4.7 ng 148983 5 14.03 636107 20.0
unknownl14 .42 14.42 3.4 ng 109283 5 14.03 636107 20.0
unknown14 .49 14.49 2.1 ng 65890 5 14.03 636107 20.0
Indeno[1,2,3-cd]p--.- 16.97 2.5 ng 53868 6 15.50 426722 20.0
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