LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103380.D

Aca On : 2 Mar 2018 21:55

Operator : SJ/JU

Sample : J1721-13

Misc :

ALS Vial : 16 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 3 8 17 rVB 212182 289883 8.91% 0.912%
2 5.110 511 514 526 rVB 86707 118120 3.63% 0.371%
3 5.504 577 581 602 rVB 3010018 3253211 100.00% 10.230%
4 6.516 748 753 771 rBVY 2802118 3232921 99.38% 10.167%
5 6.651 771 776 779 rVV 3198496 3073615 94.48% 9.666%
6 6.698 781 784 790 rVB2 38508 40510 1.25% 0.127%
7 6.875 811 814 820 rBVY 1184566 959632 29.50% 3.018%
8 7.034 837 841 844 rBVY 2585229 2347401 72.16% 7.382%
9 7.439 906 910 926 rBVY 1927305 2118990 65.14% 6.664%
10 8.157 1029 1032 1052 rVvB 1212775 1335305 41.05% 4_.199%
11 8.875 1151 1154 1161 rBV 38737 47638 1.46% 0.150%
12 9.233 1211 1215 1224 rBV 2938359 2765011 84.99% 8.695%
13 9.304 1224 1227 1230 rVB 74331 72802 2.24% 0.229%
14 9.628 1276 1282 1288 rBV 195945 245395 7.54% 0.772%
15 9.781 1304 1308 1312 rBV 53207 65345 2.01% 0.205%

16 9.833 1313 1317 1320 rVB 117093 104410 3.21% 0.328%
17 9.916 1325 1331 1335 rVV 1186191 1113653 34.23% 3.502%

18 9.951 1335 1337 1344 rVB 71300 80634 2.48% 0.254%
19 10.069 1352 1357 1359 rBv4 24228 33281 1.02% 0.105%
20 10.122 1363 1366 1369 rVv2 47758 56713 1.74% 0.178%
21 10.151 1369 1371 1375 rVB3 37684 45276 1.39% 0.142%
22 10.233 1381 1385 1388 rBV2 24433 35021 1.08% 0.110%
23 10.328 1395 1401 1405 rBV 145864 167471 5.15% 0.527%
24 10.469 1422 1425 1431 rVB3 43969 45726 1.41% 0.144%
25 10.551 1434 1439 1441 rBV2 53746 61557 1.89% 0.194%

26 10.710 1462 1466 1479 rBV 1249516 1370423 42.13% 4_.310%
27 10.804 1479 1482 1492 rVB 131191 194710 5.99% 0.612%
28 11.251 1556 1558 1561 rBV2 78912 77508 2.38% 0.244%
29 11.410 1581 1585 1587 rBV 968666 854602 26.27% 2.687%
30 11.433 1587 1589 1594 rVvVv 501319 435349 13.38% 1.369%

31 11.486 1595 1598 1603 rVV 129354 128929 3.96% 0.405%

32 11.680 1629 1631 1633 rVB 48762 35355 1.09% 0.111%
33 11.922 1668 1672 1674 rBV2 109050 146066 4._.49% 0.459%
34 11.939 1674 1675 1680 rVB2 97636 86261 2.65% 0.271%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103380.D

Aca On : 2 Mar 2018 21:55

Operator : SJ/JU

Sample : J1721-13

Misc :

ALS Vial : 16 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

35 11.992 1681 1684 1687 rVB 33578 34339 1.06% 0.108%
36 12.027 1687 1690 1692 rBV 118679 121985 3.75% 0.384%
37 12.086 1698 1700 1704 rBV3 42570 43001 1.32% 0.135%
38 12.204 1718 1720 1724 rBV 50825 50941 1.57% 0.160%
39 12.245 1724 1727 1731 rVB3 46781 50136 1.54% 0.158%

40 12.463 1761 1764 1768 rBV2 70325 103816 3.19% 0.326%

41 12.557 1777 1780 1782 rBV2 50157 58431 1.80% 0.184%
42 12.627 1789 1792 1796 rBV 782026 743557 22.86% 2.338%
43 12.863 1825 1832 1837 rBVY 814806 938580 28.85% 2.952%
44 12.992 1850 1854 1858 rBV 1689149 1724257 53.00% 5.422%

45 13.069 1865 1867 1873 rBV3 44978 84144 2.59% 0.265%
46 13.186 1885 1887 1889 rVB 88451 63115 1.94% 0.198%
47 13.257 1896 1899 1901 rBV 63567 56115 1.72% 0.176%
48 13.292 1903 1905 1907 rVB2 56479 46200 1.42% 0.145%
49 13.386 1919 1921 1923 rBV 46743 34059 1.05% 0.107%
50 13.704 1973 1975 1978 rVB 66437 51693 1.59% 0.163%
51 13.810 1991 1993 1996 rBV 74000 68282 2.10% 0.215%

52 13.874 2000 2004 2008 rBV3 380134 437626 13.45% 1.376%
53 14.063 2031 2036 2039 rBV2 823982 1076237 33.08% 3.384%
54 14.092 2039 2041 2044 rVB 347368 280139 8.61% 0.881%
55 15.133 2214 2218 2220 rBV 241648 334713 10.29% 1.053%

56 15.574 2290 2293 2297 rVB2 313562 359078 11.04% 1.129%

Sum of corrected areas: 31799168
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103380.D

Aca On : 2 Mar 2018 21:55

Operator : SJ/JU

Sample : J1721-13

Misc :

ALS Vial : 16 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

Abundance TIC: BF103380.D
5.50 6/65

3000000 6.52

7.03
2500000
2000000 7.44
1500000

1000000

500000

5.11 | 70
o —— e e e

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: BF103380.D

3000000 9.23
2500000
2000000 12.99

1500000

10.71

8.16 9.92
1000000

500000

A A ANIOA o Sren -
T T T T o B e e -

T
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: BF103380.D

3000000

2500000

2000000

1500000

14.06
1000000
500000}
O
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\BF030218\
Data File : BF103380.D

Aca On : 2 Mar 2018 21:55

Operator : SJ/JU

Sample : J1721-13

Misc :

ALS Vial : 16 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 6.04 ng 289883 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 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 25

Abundance Scan 7 (2.128 min): BF103380.D (-3) (-) m/z 73.00 100.00%
73
5000 (S
43
87
| o5 2.20 2.30 2.40 2.50
SR 1 N S S TN - S —— 'Y 2 E T 00 B T Y. 17
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U R R RN AR
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 33.14%
29
'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 AR AR AR R
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.00 23.43%
29
65 80 97 112 129
wwmmfmwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- A maE e
73 2.20 2.30 2.40 2.50
m/z 40.95 13.97%
5000 55
43
27
”'I'%é'l"”I""I""I'”'I§?"I”"Igg"l"g%""l}éﬁl""l"” U R U UL U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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 : BF103380.D

Aca On : 2 Mar 2018 21:55

Operator : SJ/JU

Sample : J1721-13

Misc :

ALS Vial : 16 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 9

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

5.11 2.46 ng 118120 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 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 28
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 9

Abundance Scan 514 (5.110 min): BF103380.D (-511) (-) m/z 43.00 100.00%
43
59
5000
101
51| 83 | 480 5.00 5.20 5.40
”W”“P“W“”m”W“LP”W””P”W”“P“W””P“'“”P”W””P”' m/z 59.00 56.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N S AR LS S
59 480 500 520 540
m/z 101.00 18.73%
"'P"W"”?%”'I”"P"W"”I”"E?'W?%??f"P"W"”I'”'I”"P"W"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
- 480 500 520 540
5000 m/z 58.00 16.46%
29 101
15 73 83
mmwwmwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8—methy|— LI L L B N BN |
59 480 5.00 5.20 5.40
m/z 40.95 9.42%
5000
43
"'v"w"“l'“'m“"v'hh"f?“"f?'w"%?"“|'“'}%?'|“'%4%"v'4ﬁ9'“ IR LS LR UL A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103380.D

Aca On : 2 Mar 2018 21:55

Operator : SJ/JU

Sample : J1721-13

Misc :

ALS Vial : 16 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 64 .06 ng 3073620 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103380.D (-771) (-) m/z 132.00 100.00%
5000 68
20 54 % J 640 6.60 6.80 7.00
qrer |apsus o "m/z 68.00 40.12%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 U UL A L
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.77%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 65.95 28.28%
33 44 o 105
60 " g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R ma s
57 132 6.40 6.60 6.80 7.00
24 m/z 68.95 15.77%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103380.D

Aca On : 2 Mar 2018 21:55

Operator : SJ/JU

Sample : J1721-13

Misc :

ALS Vial : 16 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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.33 3.01 ng 167471 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Heptadecane 240 C17H36 000629-78-7 86
3 Decane. 3-methvl- 156 Cl11H24 013151-34-3 81
4 Pentadecane 212 C15H32 000629-62-9 80
5 Tridecane 184 C13H28 000629-50-5 80

Abundance Scan 1401 (10.328 min): BF103380.D (-1395) (-) m/z 57.00 100.00%

57
43

5000

10.00 10.20 10.40 10.60
m/z 43.00 68.00%

113 127 141 155 170

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane

5000 n e e
10. 00 10. 20 10 40 10.60

29 85 m/z 71.00 54.67%
‘ i ‘ 99 113 127 141 155 169 183 197 226

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

57

480 10.00 10.20 10.40 10.60

5000 g5 m/z 85.00 34._.15%

29 99

113127 141 155 169 182 196210 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28436: Decane, 3-methyl- LR e
57 10.00 10.20 10.40 10.60

43 m/z 41.00 33.40%
71

5000

29 85

\‘ 1 98 112 \ " 140 156

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103380.D

Aca On : 2 Mar 2018 21:55

Operator : SJ/JU

Sample : J1721-13

Misc :

ALS Vial : 16 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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.80 4.56 ng 194710 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 83
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
3 Hexadecane 226 C16H34 000544-76-3 72
4 Eicosane 282 C20H42 000112-95-8 72
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 59
Abundance Scan 1481 (10.798 min): BF103380.D (-1479) (-) m/z 57.00 100.00%
57
43

5000

10.40 10.60 10.80 11.00 11.20
m/z 43.00 75.78%

113126 145 167 182 201

miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000 LA L B L L LB L L
85 10140 10,60 10.80 11.00 11.20
29 m/z 71.00 59.45%
99
HJLHA \mmwmmm 212
N e M
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
Ak A M e
71 10.40 10.60 10.80 11.00 11.20
5000 85 m/z 84.95 36.50%
99 140
113 12777 154166 182105 226
e S MM L Bl
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane L o e B L
43 57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 35.76%
5000 [
85
29
| L L w 99 113 127 141 155 169 183 107 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\BF030218\
Data File : BF103380.D

Aca On : 2 Mar 2018 21:55

Operator : SJ/JU

Sample : J1721-13

Misc :

ALS Vial : 16 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.42 ng 146066 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 1672 (11.922 min): BF103380.D (-1668) (-) m/z 43.00 100.00%
60 73
192
5000
11'60 11.80 12.00 12.20
SRR RmES A m/z 72.95 95.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.60 11.80 12.00 12.20
m/z 60.00 91 .59%
ﬂji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 79 .59%
29 87 115 171185 »
..1.5,....,....,....,....”,’.1...,....1,“.?.1?’7....,...1.98....
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid AR e R RE
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 72 .52%
5000 129
29
L4u 143157171185199 242
15
s e Ry

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103380.D

Aca On : 2 Mar 2018 21:55

Operator : SJ/JU

Sample : J1721-13

Misc :

ALS Vial : 16 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 Phenanthrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.02 ng 86261 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 95
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
3 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 93
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91

Abundance Scan 1675 (11.939 min): BF103380.D (-1674) (-) m/z 192.10 100.00%

5000

165 11.60 11.80 12.00 12.20

8
m/z 191.00 51.69%

2 9 109 122134 151

39 50 63

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192
5000 LA [N L L L B |

11.60 11.80 12.00 12.20
m/z 189.00  27.46%

27 39 50 63 74 86 96 115126 139 152 \ 176 J

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 190.00 16.12%
63 115 139 150 176
L e e b s e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro- e BRI EE R S o
192 11.60 11.80 12.00 12.20
m/z 193.00 15.48%
5000
165
27 39 51 637383 9 115156 139 152 | 176 h\ ‘
L e B e L e o S e B R E e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103380.D

Aca On : 2 Mar 2018 21:55

Operator : SJ/JU

Sample : J1721-13

Misc :

ALS Vial : 16 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.03 2.85 ng 121985 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 95
2 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 47
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 47
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 40
5 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 40
Abundance Scan 1690 (12.027 min): BF103380.D (-1687) (-) m/z 190.00 100.00%
190

5000

11.80 12.00 12.20 12.40
m/z 189.00  93.00%

163

203

135147 176 224 243

111

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
Q
5000

o4 11.80 12.00 12.20 12.40
m/z 192.10 39.99%

27 30 51 63 81 | 110122 137150163 178 |

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

Abundance
190
11.80 12.00 12.20 12.40
5000 m/z 191.10 35.43%
95 162
107 134
40 57 75 122 | 148 174
R o R L B e e R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52976: 2,3,5,6-Tetramethylterephthalaldehyde e amaEEERT LS
3 190 11.80 12.00 12.20 12.40

m/z 94.50 30.92%

5000 115 133 161

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

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103380.D

Aca On : 2 Mar 2018 21:55

Operator : SJ/JU

Sample : J1721-13

Misc :

ALS Vial : 16 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 Phenanthrene, 2,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.46 2.43 ng 103816 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 98
2 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 95
3 1.3-Diphenvl-3-methvlcvclopropene 206 C16H14 086544-79-8 93
4 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 93
5 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 91
Abundance Scan 1764 (12.463 min): BF103380.D (-1761) (-) m/z 206.10 100.00%
206
5000
51 63 76 89101 150 165178 12.20 12.40 12.60 12.80
39 113120 221,239 | "hm/z 191.00  49.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 191 RN SN UL UL I
1220 12.40 12,60 12.80
89 101 m/z 189.00 21.89%
2739 51 63 78 | | 115127139152%65178 h‘ h“
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240
Abundance
206
12.20 12.40 12.60 12.80
5000 101 m/z 205.10 19.80%
15 27 39 51 63 76 89 103115127139152165178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66278: 1,3-Diphenyl-3-methylcyclopropene
206 12.20 12.40 12.60 12.80
m/z 207 .05 16.73%
191
h M\M’WWMW

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 20 12.40 12. 60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103380.D

Aca On : 2 Mar 2018 21:55

Operator : SJ/JU

Sample : J1721-13

Misc :

ALS Vial : 16 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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.87 8.13 ng 437626 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 90
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 90
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 90
Abundance Scan 2003 (13.868 min): BF103380.D (-2000) (-) m/z 57.00 100.00%
g7 226
83
5000
SR AR SUNRILA SR SR
3 139 260 13.60 13.80 14.00 14.20
S 108, 190 My 20 293313 sH m/z 55.00 88.01%
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
55 83
5000 LR B UL SR LR
29 11 13.60 13.80 14.00 14.20
‘ ‘ m/z 226.10 85.61%
1 | \‘ A 1P ser aee 2%
m/z--> 50 100 150 200 250 300 350
Abundance
43
69 SR AR SN B SRR
97 13.60 13.80 14.00 14.20
5000 m/z 43.00 85 .55%
125
153 196 224
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester L e ELLELELE B e o
13.60 13.80 14.00 14.20
83 m/z 83.05 71.90%
5000 111
29
\‘h139 163182 210 537255 356
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF030218\
Data File : BF103380.D

Acq On : 2 Mar 2018 21:55

Operator : SJ/JU

Sample : J1721-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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]
Butane, 2-methoxy... 2.13 6.0 ng 289883 1 6.87 959632 20.0
2-Pentanone, 4-hy... 5.11 2.5 ng 118120 1 6.87 959632 20.0
unknown6 .65 6.65 64.1 ng 3073620 1 6.87 959632 20.0
Hexadecane 10.33 3.0 ng 167471 3 9.92 1113650 20.0
Pentadecane 10.80 4.6 ng 194710 4 11.41 854602 20.0
n-Hexadecanoic acid 11.92 3.4 ng 146066 4 11.41 854602 20.0
Phenanthrene, 1-m... 11.94 2.0 ng 86261 4 11.41 854602 20.0
4H-Cyclopenta[def... 12.03 2.9 ng 121985 4 11.41 854602 20.0
Phenanthrene, 2,5... 12.46 2.4 ng 103816 4 11.41 854602 20.0
Cyclohexadecane 13.87 8.1 ng 437626 5 14.06 1076240 20.0
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