LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103421.D

Aca On : 5 Mar 2018 20:56

Operator : SJ/JU

Sample : J1723-07

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 2.116 3 5 12 rVB 201088 226455 6.16% 0.616%
2 5.110 511 514 526 rBV 57426 95443 2.60% 0.260%
3 5.504 577 581 609 rVV 2731632 3558352 96.81% 9.680%
4 6.516 749 753 771 rBVY 2615508 3675622 100.00% 9.999%
5 6.651 771 776 782 rVV 3016610 3360495 91.43% 9.141%
6 6.692 782 783 789 rVB3 56637 52128 1.42% 0.142%
7 6.875 810 814 821 rBV 872874 922180 25.09% 2.509%
8 7.028 836 840 853 rBVY 2541196 2471199 67.23% 6.722%
9 7.439 906 910 925 rBVY 2017162 2187927 59.53% 5.952%
10 8.157 1028 1032 1043 rBvV 1210828 1256287 34.18% 3.417%
11 8.875 1150 1154 1159 rBV 72670 78573 2.14% 0.214%
12 8.969 1167 1170 1177 rVB 46431 48404 1.32% 0.132%
13 9.228 1210 1214 1223 rBV 2944391 2912837 79.25% 7.924%
14 9.298 1223 1226 1229 rVB 85866 73586 2.00% 0.200%
15 9.498 1256 1260 1264 rBvV2 24741 39215 1.07% 0.107%
16 9.569 1267 1272 1275 rVVv3 40973 56203 1.53% 0.153%

17 9.622 1275 1281 1287 rVB 252551 294996 8.03% 0.802%
18 9.775 1303 1307 1312 rBV 88753 106641 2.90% 0.290%
19 9.828 1312 1316 1319 rVB 178358 145957 3.97% 0.397%
20 9.916 1327 1331 1334 rBV 1258702 1126630 30.65% 3.065%

21 9.945 1334 1336 1339 rVB 67617 60727 1.65% 0.165%
22 10.063 1352 1356 1358 rBV3 26125 37831 1.03% 0.103%
23 10.122 1362 1366 1368 rVVv2 63541 76761 2.09% 0.209%
24 10.151 1368 1371 1375 rVB3 48035 58688 1.60% 0.160%
25 10.227 1380 1384 1387 rBV2 26255 37481 1.02% 0.102%
26 10.327 1394 1401 1404 rBV 231973 221702 6.03% 0.603%
27 10.463 1421 1424 1430 rVB2 48628 61279 1.67% 0.167%
28 10.545 1434 1438 1441 rBV 72392 92173 2.51% 0.251%

29 10.710 1462 1466 1474 rBV 1437290 1565346 42.59% 4._.258%
30 10.798 1478 1481 1488 rBV 183298 235092 6.40% 0.640%

31 10.951 1504 1507 1511 rVB 45056 41900 1.14% 0.114%
32 11.222 1549 1553 1555 rBV 36809 41331 1.12% 0.112%
33 11.251 1555 1558 1561 rVvVv 138316 131032 3.56% 0.356%
34 11.410 1581 1585 1587 rBV 1114977 970714 26.41% 2.641%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103421.D

Aca On : 5 Mar 2018 20:56

Operator : SJ/JU

Sample : J1723-07

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 11.433 1587 1589 1593 rVV 585862 481580 13.10% 1.310%

36 11.486 1595 1598 1602 rVV 157958 141690 3.85% 0.385%

37 11.610 1617 1619 1621 rBV2 39854 37907 1.03% 0.103%
38 11.645 1623 1625 1628 rVV 51069 56038 1.52% 0.152%
39 11.921 1667 1672 1674 rBV2 233663 298575 8.12% 0.812%
40 11.992 1681 1684 1686 rVB 48594 47889 1.30% 0.130%
41 12.027 1686 1690 1692 rBV2 147798 161415 4_.39% 0.439%
42 12.086 1697 1700 1705 rVB3 45770 43478 1.18% 0.118%
43 12.204 1717 1720 1724 rBVY 71693 74893 2.04% 0.204%
44 12.245 1724 1727 1731 rVB2 60781 64413 1.75% 0.175%
45 12.386 1749 1751 1754 rBV2 39314 41383 1.13% 0.113%
46 12.463 1761 1764 1767 rBV2 86803 98876 2.69% 0.269%

47 12.633 1789 1793 1796 rBV 1002205 928125 25.25% 2.525%
48 12.710 1803 1806 1814 rBV3 118862 147539 4.01% 0.401%
49 12.863 1829 1832 1837 rVB 943186 890065 24.22% 2.421%
50 12.910 1838 1840 1844 rVB 75957 75079 2.04% 0.204%

51 12.998 1850 1855 1858 rBV 1706019 1763035 47.97% 4._.796%
52 13.027 1858 1860 1864 rVB2 54372 48718 1.33% 0.133%
53 13.080 1865 1869 1873 rBV3 72679 150165 4._.09% 0.408%
54 13.192 1881 1888 1893 rBV3 145515 304389 8.28% 0.828%

55 13.298 1903 1906 1909 rBV2 80253 73857 2.01% 0.201%
56 13.386 1919 1921 1924 rBV 87043 87352 2.38% 0.238%
57 13.421 1925 1927 1930 rVVv2 79403 81089 2.21% 0.221%

58 13.874 2001 2004 2009 rBV3 425736 496311 13.50% 1.350%
59 14.068 2032 2037 2040 rBV2 752473 1118238 30.42% 3.042%
60 14.092 2040 2041 2044 rVB 390899 315443 8.58% 0.858%

61 15.139 2216 2219 2221 rBV 255242 319841 8.70% 0.870%
62 15.521 2281 2284 2288 rBV 204722 244916 6.66% 0.666%
63 15.586 2292 2295 2298 rVB 284332 308813 8.40% 0.840%
64 16.339 2420 2423 2429 rVB 321059 546607 14.87% 1.487%
65 17.598 2632 2637 2652 rVB3 385822 992741 27.01% 2.700%

Sum of corrected areas: 36761647
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030518\

BF103421.D
5 Mar 2018 20:56
SJ/Ju
J1723-07
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103421.D

Aca On : 5 Mar 2018 20:56

Operator : SJ/JU

Sample : J1723-07

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 7

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

2.12 4.91 ng 226455 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 64
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 27
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 25
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23

Abundance Scan 6 (2.122 min): BF103421.D (-3) (-) m/z 73.00 100.00%
7B
5000
43 g 87
2.20 2.30 2.40 2.50
ol ST AL 8L L 96 Tmzz 43.00  34.49%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl- /\M
73
5000 HRNLURS U U LU
43 2.20 2.30 2.40 2.50
- 87 m/z 55.00 30.15%
"'I""I""I"'Hhﬁ?'jlh't4?'”"?%'§?ﬁ'l"l""I"”%Q%"I
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance
73
IERARSE RN RN AR
2.20 2.30 2.40 2.50
5000 m/z 87.10 28.02%
43
2 15 29 36 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- T
73 2.20 2.30 2.40 2.50
m/z 41.00 11.82%
5000 43
58
T e HRNURRSE U U LU
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103421.D

Aca On : 5 Mar 2018 20:56

Operator : SJ/JU

Sample : J1723-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 15

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

5.11 2.07 ng 95443 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 39
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 1.2-Butanediol 90 C4H1002 000584-03-2 25
5 2,3-Dimethyloxirane-2-carboxylic... 130 C6H1003 1000306-64-4 9

Abundance Scan 514 (5.110 min): BF103421.D (-511) (-) m/z 43.00 100.00%
43
59
5000
101 480 500 520 540
i 8T8 "m/z 59.00 61.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.80 5.00 5.20 5.40
m/z 101.00 17 .35%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 57.95 16.31%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59 480 5.00 5.20 5.40
m/z 40.95 10.69%
5000 41
31
| LT
"'I'}é'l"'hl "'Jiﬁ"'l??uk"' "i""l""l'"g?l""l' IR LS LR UL A
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103421.D

Aca On : 5 Mar 2018 20:56

Operator : SJ/JU

Sample : J1723-07

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 72.88 ng 3360500 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 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 776 (6.651 min): BF103421.D (-771) (-) m/z 132.00 100.00%
5000 68
5 L
40 54 | 75 104 6.40 6.60 6.80 7.00
....,...:l'!...s,:!..??...',..':.,..5.‘?,..!.,.':..,.1.1.5.,....,~'...,.. m/z 68.00 39.87%

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.40 6.60 6.80 7.00

78 m/z 134.00 32.65%
31 38 4, 51
S o ST PRI A | N N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
T T
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 27.00%
41 53 97
79 117
34 61 89 103110 | 124
IR I oo o B e RN RS S s s
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132 6.40 6.60 6.80 7.00
m/z 69.00 15.66%

5000
33 44 o g7 105
78

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103421.D

Aca On : 5 Mar 2018 20:56

Operator : SJ/JU

Sample : J1723-07

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 5 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.83 2.59 ng 145957 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1316 (9.828 min): BF103421.D (-1312) (-) m/z 57.00 100.00%

57
43
5000

99 113 127 141 155 m/z > 62398(()) = 0(()3;0 ;%%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 57
71

5000 S e e e
85 9.60 9.80 10.00 10.20

29 ‘ m/z 71.00 53.81%
|

s L e
L B o o o o R LI e i o O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43

960 9.80 10.00 10.20

5000 n m/z 85.05 35.73%
85
29
99 113 127 141 155 169 183 197 226
= T e
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57 9.60 9.80 10.00 10.20
43 m/z 41.00 32.00%
71
5000 a5
29 %
15 | L I 7 113 127 141 155 169 183 212
e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path :

Data File : BF103421.D

Aca On : 5 Mar 2018 20:56
Operator : SJ/JU

Sample - J1723-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030518\

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

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

Concentration Rank 9

Peak Number 6 Pentadecane

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

10.33 3.94 ng 221702 Acenaphthene-d10 9.92

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 5-Ethvldecane 170 C12H26 017302-36-2 87
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72

Abundance Scan 1401 (10.327 min): BF103421.D (-1394) (-) m/z 57.00 100.00%
57
43
71
5000
10,00 10.20 10.40 10.60
113 127 141 155 170 - - :
183 m/z 43.00 65.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000 TT [T T T T [T T I T [T T T T [TTTT]
85 10.00 10.20 10.40 10.60
29 m/z 71.00 57.21%
99
15 | L I © 113127 141 155 169 183 212
i T o e T e I e A R R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 R e e AR RERES
71 10.00 10.20 10.40 10.60
5000 a5 m/z 84.95 36.70%
113 127 141 155 169 183 197 226
e i B e e e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38319: 5-Ethyldecane T T T
57 10.00 10.20 10.40 10.60
m/z 41.00 33.23%
43
5000 71
8 98 140
112
S N S B Y S NN | N — BRI S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1000 1020 1040 1060
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103421.D

Aca On : 5 Mar 2018 20:56

Operator : SJ/JU

Sample : J1723-07

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 7 9-methylheptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.80 4.84 ng 235092 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-methvlheptadecane 254 C18H38 026741-18-4 83
2 Tridecane. 7-propvl- 226 C16H34 055045-09-5 83
3 Hexadecane 226 C16H34 000544-76-3 80
4 Dodecane. l-iodo- 296 C12H251 004292-19-7 78
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 72

Abundance Scan 1481 (10.798 min): BF103421.D (-1478) (-) m/z 57.00 100.00%

57
5000 85

10.40 10.60 10.80 11.00 11.20

113 139
.,....l,...|,..'..,'....l,..-..,....,....,1.6.‘?.18.2].. e eeaasy | m/z . 43.00  72.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105887: 9-methylheptadecane
57
85
5000 LA L B L L LB L L
4 140 10. 40 10 60 10. 80 11. 00 11. 20
m/z 71.00 61.28%
111
! ‘ H\ h\ 1 Iy ‘ 168 196 239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
43
T T T
71 10.40 10.60 10.80 11.00 11.20
5000 m/z 85.00 38.93%
140
99 183
115 156 226
WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83025: Hexadecane R B B o e
57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 31.75%
5000
4 85
2# ‘ [ , 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103421.D

Aca On : 5 Mar 2018 20:56

Operator : SJ/JU

Sample : J1723-07

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 unknownll.25 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.25 2.70 ng 131032 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 49
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 49
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 49
4 Tetracosane 338 C24H50 000646-31-1 49
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 49
Abundance Scan 1558 (11.251 min): BF103421.D (-1555) (-) m/z 57.00 100.00%
57
43
71
5000 85
99
‘ 125 196 IR SUNIULE SRR BRI B
139 157 175 11.00 11.20 11.40 11.60
,....',...|!,..'.-.--,-'....l,..-.'.',.|...,....',.-=..,~..:~|I-,'~..?1.?....,....,..?.7,7.... - 'm/z 43.00 75.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
43 57
71
5000 85 LS UL B UL B
11.00 11.20 11. 40 11. 60
m/z 71.00 59.70%
29 99113
1 ‘ (. | 141155169183197 225 254

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

Abundance
57
71 et btk ettt e
11.00 11.20 11.40 11.60
5000 43 85 m/z 41.00 51.15%
29 99 155
13 14177°169183197
m@wmmwmwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl- R EmEEs e
43 57 11.00 11.20 11.40 11.60
m/z 85.00 44 .76%
71
5000 85
9 113 154]_68
I L] 777 1407770%183107  225239253267281296
T T T T T e T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11. 40 11. 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103421.D

Aca On : 5 Mar 2018 20:56

Operator : SJ/JU

Sample : J1723-07

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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 6.15 ng 298575 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 30
Abundance Scan 1672 (11.921 min): BF103421.D (-1667) (-) m/z 72.95 100.00%
60 7B
5000 129
- 192
01115 | 5157171 23,07 g 11,60 11.80 12.00 12.20
m/z 43.00 94 _.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
5000 129 L B BRI LN B

11.60 11.80 12.00 12.20
m/z 60.00 89.75%

213
143157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R e R RR AR
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 76.82%
29 g7
199
101115 14315747, 185 213 242
15 226
R B A o B e EEAAs Ry L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid e A REEEEEasS
60 73 11.60 11.80 12.00 12.20
m/z 41.00 70.03%
43
5000
129
29 ‘ 415 11 214
185
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103421.D

Aca On : 5 Mar 2018 20:56

Operator : SJ/JU

Sample : J1723-07

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.
12.03 3.33 ng 161415 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 96
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 59
3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 47
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 40
5 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 25

Abundance Scan 1690 (12.027 min): BF103421.D (-1686) (-) m/z 190.00 100.00%
190
5000
o 1 11.80 12.00 12.20 12.40
110122 138 153 m/z 189.00 94.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190
5000 —ﬁrﬂyj—w%m
11.80 12.00 12.20 12.40
95 m/z 192.00 45_.74%
27 43 63 g1 | 111194137150163175 |
m/z--> 20 Jo 60 éo 100 120 140 160 180 200 220 240
Abundance
189
11.80 12.00 12.20 12.40
m/z 191.00 37.03%
5000
94
I""I""I""8I]'-III rTTTrTTTTTT IIII:Lle:3"' TTTTTTTT T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- e A RERSE RS S a
190 11.80 12.00 12.20 12.40
m/z 187.00 21.53%
5000
95 162
107 134
75
e ”4|0| ||5|\7|\|\| .‘. Iulullw‘l \‘ |1le .‘lH. 148| ‘. .1.7.4| B Rmmaa BRI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103421.D

Aca On : 5 Mar 2018 20:56

Operator : SJ/JU

Sample : J1723-07

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 Phenanthrene, 3,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.46 2.04 ng 98876 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 93
2 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 91
3 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 91
4 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 90
5 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 90

Abundance Scan 1764 (12.463 min): BF103421.D (-1761) (-) m/z 206.05 100.00%

206
5000

12.20 12.40 12.60 12.80

220 237
0 m/z 191.00 51.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206
5000 LN L L L L L
191 12.20 12.40 12.60 12.80
102 m/z 189.00 29.97%
.”,”.W.H.P.”,””,”.W.HW.H.P.”,”...”..”...”,””,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
206
12.20 12.40 12.60 12.80
5000 101 m/z 205.10 26.80%
89103
39 63 126 151165
wwwmmwwwwrwwmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66247: 9,10-Dimethylanthracene
12.20 12.40 12.60 12.80
191 m/z 207.10 19.65%
5000

103 157 151165

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12. 60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103421.D

Aca On : 5 Mar 2018 20:56

Operator : SJ/JU

Sample : J1723-07

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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.71 3.04 ng 147539 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1806 (12.710 min): BF103421.D (-1803) (-) m/z 73.00 100.00%
48 78
5000
12.40 12,60 12.80 13.00
e m/z 43.00 99.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131258: Octadecanoic acid
43 73
5000 129 LR BRI BULLILN UL B
12. 40 12. 60 12. 80 13.00
m/z 57.00 90.47%
2
"'|"""|“"'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
12.40 12,60 12.80 13.00
5000 129 m/z 59.95 85.28%
28 97 - 199 242
58 113 180 214
mmmmmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid T
43 60 nmnmnmmm
m/z 55.00 83.64%
5000 anﬂvuw»Mm~wVﬂM““NNWWr”“uJA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 iéioliéea 1556 iédd"'
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103421.D

Aca On : 5 Mar 2018 20:56

Operator : SJ/JU

Sample : J1723-07

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 Pyrene, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.08 2.69 ng 150165 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 93
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 90
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 81
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 81
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
Abundance Scan 1869 (13.080 min): BF103421.D (-1865) (-) m/z 216.05 100.00%
216
5000
94
54 69 119 163 189 238254 12.80 13.00 13.20 13.40
39 147 271 30 m/z 215.05  90.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74411: Pyrene, 1-methyl-
216
5000
12.80 13.00 13.20 13.40
m/z 213.05 23 .54%
95 189
14 39 63 0 134 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
12,80 13.00 13.20 13.40
5000 m/z 94.40 19.35%
108
57 139 163 189

wwwmrwwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74424: Fluoranthene, 2-methyl- A REmEE B e
12.80 13.00 13.20 13.40
m/z 217.10 17 .42%

5000

108

123139 163 189
kA —
miz--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103421.D

Aca On : 5 Mar 2018 20:56

Operator : SJ/JU

Sample : J1723-07

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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 8.88 ng 496311 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 92
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 70
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 70
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 70
Abundance Scan 2003 (13.868 min): BF103421.D (-2001) (-) m/z 226.05 100.00%
57 226
5000
} Tll
13.60 13.80 14.00 14.20
139 189
- J ]h e 2 M 263287311 %2 | "w/z 57.00 96.01%
m/z--> 50 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55 g3
5000 LI BULI UL I B
29 111 13.60 13.80 14.00 14.20
m/z 55.00 88.12%
| \H ‘\ \ ‘1?9 ”167 196 74
m/z--> 50 200 250 300 350 400
Abundance
57 83
13.60 13.80 14.00 14.20
5000 111 m/z 43.00 75.77%
139 167 106 220 266 294 327 VJwAJVA/MwRAVJ\,,AW,NWAMWWW
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate R EEEEE RS
57 13.60 13.80 14.00 14.20
m/z 83.05 67.63%
83
5000
111
29
| \“ | [139 189 519238 g3 434
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103421.D

Aca On : 5 Mar 2018 20:56

Operator : SJ/JU

Sample : J1723-07

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 16 Tetradecanoic acid, hexadec... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.34 35.40 ng 546607 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid. hexadecvl ester 452 C30H6002 002599-01-1 94
2 Mvristvl mvristate 424 C28H5602 003234-85-3 87
3 Cvclotriacontane 420 C30H60 000297-35-8 78
4 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 64
5 Heneicosyl pentafluoropropionate 458 C24H43F502 1000351-81-1 64
Abundance Scan 2423 (16.339 min): BF103421.D (-2420) (-) m/z 57.00 100.00%
7
5000 83
111 e
39 185 257 16.00 16.20 16.40 16.60
296 323 359384 417440 n/7 43 .00 28 66%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227667: Tetradecanoic acid, hexadecy! ester
229

57

5000 R R R RRREE
16.00 16.20 16.40 16.60

111 m/z 229.20 75.47%

196 452
deM@@‘”.@Wﬁﬁ@@mp
m/z--> 250 300 350 400 450
Abundance
57 229

16. 00 16. 20 16 40 16.60

5000 83 m/z 55.00 58.81%
111 196
29 168
139 269 297 325357 381 424
T T T T T e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #219330: Cyclotriacontane R e EEAER R
57 16.00 16.20 16.40 16.60
97 m/z 71.10 46.37%

420
5000
125

29/ | | L J1?3L1§1L209 237 265 293 335 363 392

m/z--> 50 100 150 200 250 300 350 400 450 16. OO 16. 20 16 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030518\
Data File : BF103421.D

Acq On : 5 Mar 2018 20:56

Operator : SJ/JU

Sample - J1723-07

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... 2.12 4.9 ng 226455 1 6.87 922180 20.0
2-Pentanone, 4-hy... 5.11 2.1 ng 95443 1 6.87 922180 20.0
unknown6 .65 6.65 72.9 ng 3360500 1 6.87 922180 20.0
Tridecane 9.83 2.6 ng 145957 3 9.92 1126630 20.0
Pentadecane 10.33 3.9 ng 221702 3 9.92 1126630 20.0
9-methylheptadecane 10.80 4.8 ng 235092 4 11.41 970714 20.0
unknownll.25 11.25 2.7 ng 131032 4 11.41 970714 20.0
n-Hexadecanoic acid 11.92 6.2 ng 298575 4 11.41 970714 20.0
4H-Cyclopenta[def... 12.03 3.3 ng 161415 4 11.41 970714 20.0
Phenanthrene, 3,6... 12.46 2.0 ng 98876 4 11.41 970714 20.0
Octadecanoic acid 12.71 3.0 ng 147539 4 11.41 970714 20.0
Pyrene, l-methyl- 13.08 2.7 ng 150165 5 14.07 1118240 20.0
Cyclohexadecane 13.87 8.9 ng 496311 5 14.07 1118240 20.0
Tetradecanoic aci... 16.34 35.4 ng 546607 6 15.59 308813 20.0
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