LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103373.D

Aca On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample : J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.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 2.134 4 8 17 rVB 214473 300732 8.51% 0.761%
2 5.110 511 514 523 rBV 86967 116411 3.29% 0.295%
3 5.498 576 580 602 rVB 3252651 3527983 99.78% 8.927%
4 6.510 748 752 771 rBV 2993417 3535624 100.00% 8.947%
5 6.645 771 775 779 rBVY 3470806 3317080 93.82% 8.394%
6 6.704 781 785 790 rBV 229470 253538 7.17% 0.642%
7 6.875 810 814 819 rBVY 1102623 998040 28.23% 2.525%
8 7.028 836 840 844 rBVY 2714135 2569726 72.68% 6.503%
9 7.439 906 910 921 rBVY 2322478 2370450 67 .04% 5.998%
10 8.157 1028 1032 1044 rBV 1350352 1358329 38.42% 3.437%
11 8.875 1151 1154 1161 rVB 78500 72443 2.05% 0.183%
12 8.969 1165 1170 1176 rBV 41520 50460 1.43% 0.128%
13 9.233 1210 1215 1223 rBvV 3189322 3363350 95.13% 8.511%
14 9.298 1223 1226 1229 rVV 100317 99205 2.81% 0.251%
15 9.333 1229 1232 1237 rVB 42858 50606 1.43% 0.128%
16 9.504 1256 1261 1265 rBvV2 32545 51885 1.47% 0.131%
17 9.574 1268 1273 1275 rVvVv4 42564 49455 1.40% 0.125%
18 9.622 1275 1281 1288 rVV 225274 300488 8.50% 0.760%
19 9.774 1304 1307 1312 rBV 80639 87379 2.47% 0.221%

20 9.827 1313 1316 1320 rVB 149629 123655 3.50% 0.313%

21 9.916 1327 1331 1334 rBV 1320363 1209368 34.21% 3.060%

22 9.945 1334 1336 1340 rVB 99151 92927 2.63% 0.235%
23 10.069 1352 1357 1358 rBv4 25091 36412 1.03% 0.092%
24 10.121 1362 1366 1369 rBV2 79972 96139 2.72% 0.243%
25 10.151 1369 1371 1375 rVB3 51728 58657 1.66% 0.148%
26 10.227 1381 1384 1387 rBV3 32807 41722 1.18% 0.106%
27 10.327 1394 1401 1405 rBV 201942 194232 5.49% 0.491%
28 10.463 1421 1424 1430 rVB3 68070 79518 2.25% 0.201%
29 10.545 1434 1438 1441 rBV2 56041 74012 2.09% 0.187%

30 10.710 1461 1466 1475 rBV 1700478 1863421 52.70% 4._.715%

31 10.804 1479 1482 1491 rVB 150718 235148 6.65% 0.595%

32 11.016 1512 1518 1521 rBV6 36320 71385 2.02% 0.181%
33 11.139 1534 1539 1541 rBV5 28062 49421 1.40% 0.125%
34 11.216 1549 1552 1555 rBV2 51332 50996 1.44% 0.129%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103373.D

Aca On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample : J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.251 1555 1558 1561 rVV2 124980 125926 3.56% 0.319%

36 11.304 1565 1567 1570 rVB 55153 45885 1.30% 0.116%
37 11.404 1581 1584 1587 rBV 1112913 1153953 32.64% 2.920%
38 11.427 1587 1588 1593 rVV 708703 579124 16.38% 1.465%
39 11.486 1594 1598 1602 rVB 176926 187382 5.30% 0.474%
40 11.645 1620 1625 1628 rBV2 68719 87382 2.47% 0.221%

41 11.916 1667 1671 1673 rBV2 185206 232452 6.57% 0.588%
42 11.939 1673 1675 1676 rVV 153485 137881 3.90% 0.349%
43 11.951 1676 1677 1680 rVB 215753 165414 4.68% 0.419%
44 11.986 1680 1683 1686 rVB 62174 56300 1.59% 0.142%
45 12.021 1686 1689 1691 rBVY 184860 192955 5.46% 0.488%

46 12.086 1697 1700 1704 rBV2 73880 70332 1.99% 0.178%
47 12.204 1717 1720 1724 rBV 98102 92979 2.63% 0.235%
48 12.239 1724 1726 1730 rVB2 71136 65759 1.86% 0.166%
49 12.457 1761 1763 1765 rBVY 92907 97276 2.75% 0.246%
50 12.557 1776 1780 1782 rBV2 72223 90819 2.57% 0.230%

51 12.627 1788 1792 1795 rBV 1070905 1054320 29.82% 2.668%
52 12.792 1818 1820 1824 rVB 412096 364511 10.31% 0.922%
53 12.857 1825 1831 1836 rBV 1106110 1223679 34.61% 3.096%
54 12.904 1837 1839 1842 rVV2 57263 50063 1.42% 0.127%
55 12.992 1850 1854 1857 rBV 2186396 1978408 55.96% 5.006%

56 13.021 1857 1859 1863 rVB 61793 59950 1.70% 0.152%
57 13.068 1864 1867 1872 rBV2 74630 139434 3.94% 0.353%
58 13.251 1895 1898 1900 rBV 73395 60196 1.70% 0.152%
59 13.380 1918 1920 1923 rBV 76254 67732 1.92% 0.171%

60 13.415 1923 1926 1931 rBV3 82158 123980 3.51% 0.314%

61 13.498 1938 1940 1944 rVB 252383 233159 6.59% 0.590%
62 13.698 1972 1974 1978 rVB 98321 87978 2.49% 0.223%
63 13.810 1990 1993 1995 rBV 81252 72530 2.05% 0.184%
64 13.874 1999 2004 2008 rBV3 285526 373415 10.56% 0.945%
65 14.057 2030 2035 2038 rBV2 895450 1254560 35.48% 3.175%

66 14.086 2038 2040 2047 rVB 482940 420816 11.90% 1.065%
67 15.127 2213 2217 2220 rBV 404115 597011 16.89% 1.511%
68 15.439 2267 2270 2275 rVB 250701 297548 8.42% 0.753%
69 15.504 2278 2281 2285 rVB 344654 425811 12.04% 1.077%
70 15.568 2289 2292 2296 rVB 391584 501477 14.18% 1.269%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103373.D

Aca On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample : J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 39518594
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Data Path :
Data File :

Aca On :

Operator : SJ/JU
Sample - J1720-07
Misc :
ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

9 Sample Multiplier: 1

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

Z:\HPCHEM1I\BNA F\Data\BF030218\
BF103373.D
2 Mar 2018 18:51

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF103373.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103373.D

Aca On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample : J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 4

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

2.13 6.03 ng 300732 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 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 7 (2.128 min): BF103373.D (-4) (-) m/z 72.95 100.00%
B
5000 43
55
87
37| ‘ 2.20 2.30 2.40 2.50
SN X N POPMENISOON N PSS m/z 43.00  40.46%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 31.62%
29
'"|'“'|"“|"'w'?§'w"'w"'w'§?|”"|“"|'“'
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
73
AR R AR BRRRE
2.20 2.30 2.40 2.50
5000 m/z 87.10 22 .00%
43
2 15 29 36 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 8 90
Abundance #2051: 1,3-Dioxolane, 2-methyl- R R EAEEREEE S
7B 2.20 2.30 2.40 2.50
m/z 40.95 15.38%
5000 43
58
'”I"”I"”I"m““'”l**”I"”I"”I'*”I"il"” RS UL IR LR I
m/z--> 0 10 20 30 40 50 60 70 80 90 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103373.D

Aca On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample : J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 12

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

5.11 2.33 ng 116411 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 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Nonanone 142 C9H180 000821-55-6 12
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 514 (5.110 min): BF103373.D (-511) (-) m/z 43.00 100.00%
43
59
5000
101
480 5.00 5.20 5.40
...,....,....,....','-....,“??!.,..‘?7.,....,5.‘?..,...:,|....,.... m/z 59.00 57.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N S NS LR
59 480 500 520 540
m/z 101.00 19.49%
25 3 37 | 83 g3 M1
miz--> 0 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.00 17.06%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #19930: 2-Nonanone
43 480 5.00 5.20 5.40
m/z 41.00 9.45%
5000
58 o
---.----.----.----i*=--|--W“H----wM---| ?ﬁ"l""l"}p?"" IR UL SRR LN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103373.D

Aca On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample : J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3 unknown6.65 Concentration Rank 1

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

6.65 66.47 ng 3317080 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 776 (6.651 min): BF103373.D (-771) (-) m/z 132.00 100.00%
5000 68
6 TTTTTTTTT T T T T T T T T T
40 _ 54 | 75 104 ‘ 6.40 6.60 6.80 7.00
et AT O 2 a7 | W us UL Th/z 68.00  38.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N L
5000 U IR I L
6.40 6.60 6.80 7.00
0
31 4 Sﬁ 78 m/z 134.00 33.60%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 65.95 26 .59%
33 44 97 105

70 78
51 60 86 115

wwwmmwmmm
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140 /\
Abundance #14491: 5-Aminoindole e AN AT
132 6.40 6.60 6.80 7.00

m/z 69.00 15.45%

5000
104
51 66 77
14 27 37445-58 | ' 89 97 || 115

m/z--> 10 20 30 40 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\BF030218\
Data File : BF103373.D

Aca On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample : J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7

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

6.70 5.08 ng 253538 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 90
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
3 Propvlene Glvcol 76 C3H802 000057-55-6 43
4 Ethanol. 2-T2-(2-propenvloxy)eth... 146 C7H1403 015075-50-0 38
5 L-Lactic acid 90 C3H603 000079-33-4 37

Abundance Scan 784 (6.698 min): BF103373.D (-781) (-) m/z 45.00 100.00%
45
5000
72 S R e i e
105 '
85 120 6.40 6.60 6.80 7.00
...,....,....,....-,'.|!..??..'.l....,I'.'.'.,....,~...9ﬁ.':|..1ﬁ.2.-::....,....,.. m/z 59.00 32.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)- k
45
5000 A
31 59 6.40 6.60 6.80 7.00

72 m/z 43.00 26 .39%

oo, |8y 104 136 135
B R N RN R s o e R o e e R RAEERRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45

6.40 6.60 6.80 7.00

5000 m/z 72.00 19.30%
29
12 19 38 53° 76
WWWWWTWTWTWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #940: Propylene Glycol
45 6.40 6.60 6.80 7.00
m/z 105.00 15.10%
5000
31
15
S Y A S —
m/z--> 10 20 30 40 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\BF030218\
Data File : BF103373.D

Aca On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample : J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecane Concentration Rank 15

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

9.83 2.04 ng 123655 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 83
4 Undecane 156 C11H24 001120-21-4 59
5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 59

Abundance Scan 1316 (9.827 min): BF103373.D (-1313) (-) m/z 57.00 100.00%
57
43
71
5000 g5
RN USRI RN BN B
99 9.60 9.80 10.00 10.20
113
...,....','...| el P28 1AL 199 m/z 43.00 73.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 n R A LN BN B
g5 9.60 9.80 10.00 10.20
29 m/z 71.00 58.17%
| L L w 99 113 127 141 155 169 183 lo7 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
57
71 9.60 9.80 10.00 10.20
5000 85 m/z 84.95 36.46%
29
15 9 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane R S e A Eas
43 57 9.60 9.80 10.00 10.20
m/z 41.00 33.82%
5000 n
29 85
\“ N ‘ 20113127 141155 184
m/z--> 20 Jo éo 50 100 150 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103373.D

Aca On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample : J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Heneicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.80 4.08 ng 235148 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Eicosane 282 C20H42 000112-95-8 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1481 (10.798 min): BF103373.D (-1479) (-) m/z 57.00 100.00%
57
5000 g5 J
113142 155 10.40 10.60 10.80 11.00 11.20
...3.~,J b foA38 00182201 38 | "m/z 43.00 73.52%
m/z-> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57 J
5000 85 AR SR SRR ISR
1040 10.60 10.80 11.00 11.20
29 m/z 71.00 60.72%
Ll M L J113 141 169 197 225 253 296
m/z-> 0 50 100 1éo 200 250 300 350
Abundance
57
10.40 10,60 10.80 11.00 11.20
5000 m/z 85.00 40.30%
85
29
113 141 169 197 225 253 282
m/z-> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T e T e T
57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 39.71%
5000
85
2101 113 141 169 197 205 253 281 323 351 380
m/z-> 0 50 100 1&'30 200 250 300 350 1040 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103373.D

Aca On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample : J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknownll.25 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.25 2.18 ng 125926 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 43
2 Tetradecane 198 C14H30 000629-59-4 42
3 Pentadecane 212 C15H32 000629-62-9 38
4 Tetradecane. 1-iodo- 324 C14H291 019218-94-1 38
5 Hexadecane 226 C16H34 000544-76-3 38

Abundance Scan 1558 (11.251 min): BF103373.D (-1555) (-) m/z 57.00 100.00%
q7
41
5000
140157 175 " 11,00 11:20 11.40 11.60
m/z 43.00 69.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141433: Pentadecane, 8-hexyl-
43
71
5000 LS DU B B B
11.00 11.20 11. 40 11.60
9% m/z 41.00 57.81%
U 0 APl T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
" 11.00 11:20 11.40 11.60
5000 A 85 m/z 71.00 55.90%
26 113 111 169 198
WTWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #71393: Pentadecane L B B e
57 11.00 11.20 11.40 11.60
m/z 85.00 37.17%
5000 85
4
6 b | i3 11 1e01es 212 A
RN RN R I""I""I""I""I""IIIII N B A B B N TrTTTTTTT T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60

8270-BF022218 .M Mon Mar 05 06:36:49 2018

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103373.D

Aca On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample : J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

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

12.02 3.34 ng 192955 Phenanthrene-d10 11.40

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70

2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 58

3 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 50

4 Methyl diselenide 190 C2H6Se2 007101-31-7 41

5 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8CI204 1000331-34-4 40

Abundance Scan 1689 (12.021 min): BF103373.D (-1686) (-) m/z 189.00 100.00%
149

5000

11.80 12.00 12.20 12.40
m/z 190.00 94.98%

1
111124137150 202 218 243

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
94 11.80 12.00 12.20 12.40
m/z 192.00 54 _.75%
39 63 8l | 110123137150163 178
A R A T e e e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
189
11.80 12.00 12.20 12.40
m/z 191.00 46.02%
5000
94
81 163
T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190 11.80 12.00 12.20 12.40

m/z 94.60 32.60%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 80 12. OO 12. 20 12. 40

8270-BF022218 .M Mon Mar 05 06:36:50 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103373.D

Aca On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample : J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 11 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.79 5.81 ng 364511 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 94
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 58
3 Butvl 4.8.12-trimethvl-tridecanoate 312 C20H4002 1000336-63-2 45
4 Cvclohexane. (1.1-dimethvlethvl)- 140 C10H20 003178-22-1 35
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 35

Abundance Scan 1820 (12.792 min): BF103373.D (-1818) (-) m/z 56.00 100.00%
56
5000 41
9 TrrryrrrryrrrryrrrrJ|1rr
101 239 257 12.40 12.60 12.80 13.00 13.20
157 185 213
Obprrrrilhid || II\ Ao g L 257 185 28 V] 283 312 G000 60. 86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
5000 R U U R
41 12140 1260 12.80 13.00 13.20
1 53 257 m/z 43.00 44 _20%
26 h H\ b 5ot 1o7 les 213 I | 283 312
miz--> 20 45 60 éo 160 150 150 160 180 200 220 240 260 280 360 '
Abundance
56
12:40 12,60 12.80 13.00 13.20
5000 41 m/z 41.00 42 .89%
73
26 9711 157 185 213 239257 L, 3pp
WWWW”TWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154959: Butyl 4,8,12-trimethyl-tridecanoate B B E e
56 129 12.40 12.60 12.80 13.00 13.20
73 m/z 55.00 32.57%
5000
199
‘ ’ 4255
153
,.”.,...“ ‘J H‘ \u\\m\ m I iz% L .....%2%.. ,,ﬂ\,,,ﬁ??,,v?}?l e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. oo 13. 20

8270-BF022218 .M Mon Mar 05 06:36:50 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103373.D

Aca On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample : J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Pyrene, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.07 2.22 ng 139434 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 92
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 64
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 64
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 58
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 53

Abundance Scan 1867 (13.068 min): BF103373.D (-1864) (-) m/z 216.00 100.00%

216

5000

12.80 13.00 13.20 13.40
m/z 215.05  95.81%

232 249 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74411: Pyrene, 1-methyl-
216
5000
12.80 13.00 13.20 13.40
95 m/z 213.00 24.81%
10 189

8
122137150163

14 27 50 63

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
216
R RERE SRR SR SRR
12.80 13.00 13.20 13.40
5000 m/z 94.30 22.84%
108
50 63 81 % | 132137150163 189
T T T T e e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74418: 11H-Benzo[b]fluorene

216 12.80 13.00 13.20 13.40
m/z 189.00 20.43%

5000

107
28 5063 81947, 122139 163 189
AN e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1280 1300 1320 13.40

8270-BF022218 .M Mon Mar 05 06:36:51 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103373.D

Aca On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample : J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 13 Butyl myristate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.50 3.72 ng 233159 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 95
2 Mvristic acid isobutvl ester 284 C18H3602 025263-97-2 45
3 Cvclobutane. 1.l1-dimethvl-2-octvl- 196 C14H28 062338-30-1 43
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 43
5 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 38
Abundance Scan 1940 (13.498 min): BF103373.D (-1938) (-) m/z 56.00 100.00%
56
o ’ JWL
RN BN BN U
185, . 218 241 267 285 13.20 13.40 13.60 13.80
S || "| Al JH” .~...,14.7..1,‘?‘.‘.. 200218 241 207 Pa0 6700 60.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131255: Butyl myristate
56
41
5000 LR SRR RN BN SULE
13.20 13.40 13.60 13.80
19 299 m/z 43.00 46.27%
101 211
ELRINIS ‘\ IS M A O O MO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
13.20 13.40 13.60 13.80
5000 a1 m/z 41.00 41.07%
211
73 229
26 9811312944 166 185 254269284
Wmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58318: Cyclobutane, 1,1-dimethyl-2-octyl- R R R
56 13.20 13.40 13.60 13.80
m/z 55.00 33.37%
e ’_/\/V/w/w
41
26 | ‘h 8 111 140 168 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13. 40 13 60 13. 80

8270-BF022218 .M Mon Mar 05 06:36:51 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103373.D

Aca On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample : J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 14 Octacosyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 5.95 ng 373415 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 64
2 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 58
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 58
4 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 58
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 58
Abundance Scan 2003 (13.868 min): BF103373.D (-1999) (-) m/z 57.00 100.00%
57
5000 97 229
3g 191 315 13.60 13.80 14.00 14.20
Obrrhy 'h,, e M/Z 43.00  83.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235928: Octacosy! trifluoroacetate
57
97
5000 LR BN SULRL L B
13.60 13.80 14.00 14.20
m/z 55.00 70.70%
26| ‘ hu“ 181 222 264 306 348 392 437 488
m/z--> 55 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
o 13.60 13.80 14.00 14.20
5000 m/z 83.00 59.36%
139
26 181 222 264 320 362 405 446476 521 622
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester R EEEEE RS
57 13.60 13.80 14.00 14.20
m/z 69.00 56.14%
5000
97
2% 1, 139 224 269
m/z--> 50 160 150 200 250 300 350 400 450 500 550 600 13.60 13.80 14.00 14.20

8270-BF022218 .M Mon Mar 05 06:36:52 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103373.D

Aca On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample : J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 15 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.44 11.87 ng 297548 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 2270 (15.439 min): BF103373.D (-2267) (-) m/z 252.10 100.00%
282
5000
125 15.20 15.40 15.60 15.80
224 : : : :
20 63 99| 1150 176 198 <Ar Wl 271204313 347368 | 77 250.00  30.92%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000
15.20 15.40 15.60 15.80
125 m/z 253.05 20.47%
50 74 99 , | 146 174 200 224 J

m/z--> 50 100 150 200 250 300 350

Abundance
252
R e
15.20 15.40 15.60 15.80
5000 m/z 125.00 16.92%
126
51 74 100 150 174 198 224
R e ey e e A B R A
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene R EE AR EREEE e
252 15.20 15.40 15.60 15.80
m/z 126.00 14.24%
5000
125
17 39 74 99, | 150 174 200 224
T T T e T e e B e N
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80

8270-BF022218 .M Mon Mar 05 06:36:53 2018 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF030218\
Data File : BF103373.D

Acq On : 2 Mar 2018 18:51

Operator : SJ/JU

Sample - J1720-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 2.13 6.0 ng 300732 1 6.87 998040 20.0
2-Pentanone, 4-hy... 5.11 2.3 ng 116411 1 6.87 998040 20.0
unknown6 .65 6.65 66.5 ng 3317080 1 6.87 998040 20.0
Ethanol, 2-(2-eth... 6.70 5.1 ng 253538 1 6.87 998040 20.0
Hexadecane 9.83 2.0 ng 123655 3 9.92 1209370 20.0
Heneicosane 10.80 4.1 ng 235148 4 11.40 1153950 20.0
unknownll.25 11.25 2.2 ng 125926 4 11.40 1153950 20.0
4H-Cyclopenta[def... 12.02 3.3 ng 192955 4 11.40 1153950 20.0
Hexadecanoic acid... 12.79 5.8 ng 364511 5 14.06 1254560 20.0
Pyrene, l-methyl- 13.07 2.2 ng 139434 5 14.06 1254560 20.0
Butyl myristate 13.50 3.7 ng 233159 5 14.06 1254560 20.0
Octacosyl trifluo... 13.87 6.0 ng 373415 5 14.06 1254560 20.0
Benzo[e]pyrene 15.44 11.9 ng 297548 6 15.57 501477 20.0
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