LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103468.D

Aca On : 6 Mar 2018 21:02

Operator : SJ/JU

Sample : J1722-11

Misc :

ALS Vial : 10 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 2.128 3 7 15 rBvV 175771 231443 6.56% 0.752%
2 5.110 511 514 523 rBV 50581 82507 2.34% 0.268%
3 5.498 576 580 603 rBVY 2432752 3285187 93.15% 10.672%
4 6.510 748 752 771 rBV 2425906 3526755 100.00% 11.456%
5 6.645 771 775 798 rVB 2873535 3283909 93.11% 10.667%
6 6.869 810 813 830 rVB 745295 820539 23.27% 2.665%
7 7.028 836 840 856 rBVY 2086282 2370907 67.23% 7.702%
8 7.439 906 910 931 rBVY 1576793 2169311 61.51% 7.047%
9 8.157 1028 1032 1051 rBV 764803 1113064 31.56% 3.616%
10 9.227 1210 1214 1223 rBvV 2778769 2821864 80.01% 9.167%
11 9.292 1223 1225 1229 rVB 60373 59183 1.68% 0.192%
12 9.622 1275 1281 1287 rBV 197757 243366 6.90% 0.791%
13 9.774 1303 1307 1312 rBV 48418 64823 1.84% 0.211%

14 9.822 1312 1315 1319 rVB 126896 106273 3.01% 0.345%
15 9.910 1327 1330 1335 rBv2 990392 975244 27 .65% 3.168%

16 10.116 1362 1365 1368 rBV2 24223 38016 1.08% 0.123%
17 10.145 1368 1370 1374 rVB3 33954 39686 1.13% 0.129%
18 10.322 1397 1400 1404 rVB 163233 125781 3.57% 0.409%
19 10.469 1421 1425 1430 rVB2 26951 37253 1.06% 0.121%
20 10.545 1433 1438 1440 rBvV 50492 58870 1.67% 0.191%

21 10.710 1462 1466 1478 rBV 1139248 1393500 39.51% 4.527%
22 10.798 1478 1481 1492 rVB 124650 164681 4.67% 0.535%
23 10.951 1503 1507 1511 rBV 34186 37485 1.06% 0.122%
24 11.245 1555 1557 1560 rBV2 63679 50355 1.43% 0.164%
25 11.404 1581 1584 1587 rBV 784171 825695 23.41% 2.682%

26 11.427 1587 1588 1593 rVV 333702 318453 9.03% 1.034%

27 11.486 1595 1598 1602 rVB 77151 79210 2.25% 0.257%
28 11.916 1667 1671 1673 rBV2 163784 172268 4._.88% 0.560%
29 11.939 1673 1675 1679 rVB2 74844 86940 2.47% 0.282%
30 12.021 1686 1689 1692 rBV2 77659 95969 2.72% 0.312%
31 12.204 1717 1720 1723 rBV 41466 46438 1.32% 0.151%
32 12.245 1724 1727 1731 rVB2 33111 44485 1.26% 0.145%
33 12.457 1760 1763 1767 rBV2 42640 63172 1.79% 0.205%
34 12.557 1778 1780 1788 rVB2 42185 70124 1.99% 0.228%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103468.D

Aca On : 6 Mar 2018 21:02

Operator : SJ/JU

Sample : J1722-11

Misc :

ALS Vial : 10 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 12.627 1788 1792 1800 rBV 629061 663889 18.82% 2.157%

36 12.704 1802 1805 1814 rVV3 124390 182521 5.18% 0.593%
37 12.857 1825 1831 1837 rBV 574964 705175 20.00% 2.291%
38 12.992 1849 1854 1857 rBV 1867579 1786959 50.67% 5.805%

39 13.168 1881 1884 1885 rBV2 67326 68312 1.94% 0.222%
40 13.251 1895 1898 1900 rBV2 45847 54352 1.54% 0.177%
41 13.386 1918 1921 1923 rBV2 45643 45285 1.28% 0.147%
42 13.415 1924 1926 1930 rBV3 40961 51721 1.47% 0.168%
43 13.704 1973 1975 1978 rBV 57120 49250 1.40% 0.160%
44 13.868 2000 2003 2009 rBv4 133718 198292 5.62% 0.644%
45 13.915 2009 2011 2017 rVB2 62444 75823 2.15% 0.246%
46 14.009 2025 2027 2030 rBV 94930 83651 2.37% 0.272%

47 14.062 2031 2036 2039 rVvVv2 690950 919278 26.07% 2.986%
48 14.092 2039 2041 2044 rVB 233573 208878 5.92% 0.679%
49 15.133 2215 2218 2221 rBVY 162513 234974 6.66% 0.763%
50 15.445 2269 2271 2275 rVB 91071 102159 2.90% 0.332%

51 15.515 2280 2283 2286 rVV 112374 126948 3.60% 0.412%
52 15.574 2290 2293 2297 rBV 259325 324229 9.19% 1.053%

Sum of corrected areas: 30784452
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
: BF103468.D

: 6 Mar 2018 21:02

: SJ/JU

: J1722-11

- 10 Sample Multiplier: 1

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

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

?.13

TIC: BF103468.D

5.50

5.11

6.51

65

7.03

6.87

7.44

0
Time-->

B\
L B B | T T T

5.50

2.50

3.00

3.50

4.00

4.50

5.00

6.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF103468.D
9,23

10.71

8.16

12.99

12.6312.86

0
Time-->

10.50 11.00

11.50

12.00

12.50

13.00

13.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF103468.D

Time-->

18.

17.00 17.50

16.00 16.50

15.50

14.00

14.50 15.00

00

18.50

19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103468.D

Aca On : 6 Mar 2018 21:02

Operator : SJ/JU

Sample : J1722-11

Misc :

ALS Vial : 10 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

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 5.64 ng 231443 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 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 32
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 28

Abundance Scan 7 (2.128 min): BF103468.D (-3) (-) m/z 72.95 100.00%
7B
5000 43
75 87
2.20 2.30 2.40 2.50
e 2Bl 8O L e L L 9T TmzzT 43.00  40.78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 RS UL I IR I
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 30.89%
‘ﬁg 3 ||| 50 ‘ 67
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
PR 87 220 230 240 250
5000 m/z 87.00 24 .58%
29
15 67 97
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- P
73 2.20 2.30 2.40 2.50
m/z 41.00 14 .54%
5000 43
58
'w'"w"”m“"w"'w"'w"'w"'w"ﬂw"'w"' USSR UL I L I
m/z--> 10 20 30 40 50 60 70 80 90 100 220 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\BF030618\
Data File : BF103468.D

Aca On : 6 Mar 2018 21:02

Operator : SJ/JU

Sample : J1722-11

Misc :

ALS Vial : 10 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

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 13

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

5.11 2.01 ng 82507 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 45
2 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 36
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25

Abundance Scan 514 (5.110 min): BF103468.D (-511) (-) m/z 43.00 100.00%
43
59
5000
101 IR LS LR UL A
| 83 | 4.80 500 520 5.40
SRRSO 1 S ST MU~ SN E— m/z 59.00 55.98%
m/z--> 10 20 30 40 50 60 70 8 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 17.90%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43 58
480 500 520 540
5000 m/z 58.00 14 .04%
71 82
"'P"'P"'P"'P"'P"'P"'P"'P"'P'??I”"P
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl- e e R RRREEREEE
59 480 500 520 5.40
m/z 41.00 9.56%
5000
43 101
31
"'l'}§'|"'“HM'§?HLL“'|?%1*i'§§'z%"'|??"l'"'l""l' U UL U R I
m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103468.D

Aca On : 6 Mar 2018 21:02

Operator : SJ/JU

Sample : J1722-11

Misc :

ALS Vial : 10 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

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 80.04 ng 3283910 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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 776 (6.651 min): BF103468.D (-771) (-) m/z 132.00 100.00%
132
5000 68 /L
e T
40 54 | 75 103 6.40 6.60 6.80 7.00
o - P o A W A N R m/z 68.00 37.82%
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
0
31384451 78 m/z 134.00 33.16%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 25.99%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 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 14 .73%
5000
33 44 o g7 105
78
"“l'k"l“"?%"ﬁq"'l'"ll'ﬁql"J'w'L“ }}ﬁl""l“" T IR RS R R
m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103468.D

Aca On : 6 Mar 2018 21:02

Operator : SJ/JU

Sample : J1722-11

Misc :

ALS Vial : 10 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

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 11

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

9.82 2.18 ng 106273 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 78
5 Pentadecane 212 C15H32 000629-62-9 78

Abundance Scan 1315 (9.822 min): BF103468.D (-1312) (-) m/z 57.00 100.00%
57
43
5000
RN U R SN B
9.60 9.80 10.00 10.20
113
127140 m/z 43.00 73.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 & IREEE LRSS RN RGN R
g5 9.60 9.80 10. oo 10 20
29 m/z 71.00 55.00%
| L L w 99 113 127 141 155 169 183 lo7 226
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 250
Abundance
43 o7
—v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—h
71 9.60 9.80 10.00 10.20
5000 m/z 41.00 37.02%
85
29
15 99 113 127 141 155 184
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance #59880: Tetradecane i L
57 9.60 9.80 10.00 10.20
43 m/z 85.00 35.05%
71
5000 85
29
15 \‘ N Y | %9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103468.D

Aca On : 6 Mar 2018 21:02

Operator : SJ/JU

Sample : J1722-11

Misc :

ALS Vial : 10 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

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 9
R.T. EstConc Area Relative to ISTD R.T.
10.32 2.58 ng 125781 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Hexadecane 226 Cl16H34 000544-76-3 86
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 78
Abundance Scan 1400 (10.322 min): BF103468.D (-1397) (-) m/z 57.00 100.00%
57
43

5000

10.00 10.20 10.40 10.60
m/z 43.00 70.74%

99 113 127 140 155 170

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane
57
43
71
5000 TT TTTT TTTT TT T T[T TTT]
85 10.00 10.20 10,40 10.60
29 m/z 71.00 53.31%
99
18 || M L4 113 127 141 155 169 183 212
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 P T e
71 10.00 10.20 10.40 10.60
5000 85 m/z 85.00 38.50%
29
15 99 113 127 141 155 160 198
T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane R S L
43 57 10.00 10.20 10.40 10.60
m/z 41.00 33.87%
71
5000
85
29
) ) %1317 s
i B I o B B L B I AL e ma S e T
m/z--> 20 40 60 80 100 120 140 160 180 200 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103468.D

Aca On : 6 Mar 2018 21:02

Operator : SJ/JU

Sample : J1722-11

Misc :

ALS Vial : 10 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

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 Anthracene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.92 4_.17 ng 172268 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 55
2 Pentadecanoic acid 242 C15H3002 001002-84-2 55
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 48
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 47
Abundance Scan 1672 (11.921 min): BF103468.D (-1667) (-) m/z 72.95 100.00%
60 73
5000 129 102
7 213
+l\ 0177° | 45257171 027 256 11.60 11.80 12.00 12.20
m/z 43.00 96 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl-
192
5000 A BB AR AR AR
11,60 11.80 12.00 12.20
m/z 60.00 92.97%
96 165 ‘
SR -l M - 1~ | R
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 41.00 83.06%
29 87
101115 143157171185199 242
15 213226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid AR e R RR
43 60 78 11.60 11.80 12.00 12.20
m/z 57.00 79.06%
5000
143 157171185 199 213
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\BF030618\
Data File : BF103468.D

Aca On : 6 Mar 2018 21:02

Operator : SJ/JU

Sample : J1722-11

Misc :

ALS Vial : 10 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

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 Phenanthrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.11 ng 86940 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 96
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 94
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 91
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
Abundance Scan 1675 (11.939 min): BF103468.D (-1673) (-) m/z 192.00 100.00%
5000
11.60 11.80 12.00 12.20
m/z 191.00 57.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192
5000
11.60 11.80 12.00 12.20
165 m/z 189.00 26.72%
27 39 50 63 74 g5 %6 115126 139152 | 176 |
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 193.00 16.43%
83 o5 165
15 27 3950 70 115126 139 152 | 176
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54737: Anthracene, 9-methyl-
192 11.60 11.80 12.00 12.20
m/z 190.00 15.86%
5000
96
28 39 51 63 83 | 115126 139 152 f?slze M\
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103468.D

Aca On : 6 Mar 2018 21:02

Operator : SJ/JU

Sample : J1722-11

Misc :

ALS Vial : 10 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

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 2.32 ng 95969 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 68
2 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 38
3 Benzene. 1.1°-(l.2-propadienvlid... 192 C15H12 014251-57-1 22
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 18
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 14
Abundance Scan 1689 (12.021 min): BF103468.D (-1686) (-) m/z 189.00 100.00%
9

5000

i

243 11:80 12,00 12.20 12.40
m/z 190.00 96.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000

o4 11.80 12.00 12.20 12.40
m/z 192.00 58.91%

27 3951 63 81 | 110122 137150163 178 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
189
11.80 12.00 12.20 12.40
5000 m/z 191.00 44 _47%
122
42 148 16,170
14 27 54 8 g0 95107 134 162
L B B B L B R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54761: Benzene, 1,1'-(1,2-propadienylidene)bis-
192 11.80 12.00 12.20 12.40
m/z 94.40 31.76%
5000
165
26 39 51 ? 7127139152 | 177 ||
.”,.”.,”..“..w..”,.”. R RE R A EEEE TR e R A e
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\BF030618\
Data File : BF103468.D

Aca On : 6 Mar 2018 21:02

Operator : SJ/JU

Sample : J1722-11

Misc :

ALS Vial : 10 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

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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.70 4.42 ng 182521 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 1804 (12.698 min): BF103468.D (-1802) (-) m/z 43.00 100.00%

35773
5000

12.40 12.60 12.80 13.00
m/z 72.95 < 78.97%

143157171185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 R INLELELE B o
12.40 12.60 12.80 13.00
%
185 - - m/z 57.00 77.35%
I M, 143157171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
R A
12.40 12.60 12.80 13.00
5000 129 m/z 60.00 74.62%
83 97
115 157171 213 256
1437 M8 99" 007001
mmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R E aa a e
3 | 78 12.40 12.60 12.80 13.00
5 m/z 55.00 69.42%
5000 129
29
199
. L‘u' 143157171185 242

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103468.D

Aca On : 6 Mar 2018 21:02

Operator : SJ/JU

Sample : J1722-11

Misc :

ALS Vial : 10 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

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 Bromoacetic acid, hexadecyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.31 ng 198292 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 59
2 1-Tricosanol 340 C23H480 003133-01-5 55
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 45
4 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 45
5 17-Pentatriacontene 491 C35H70 006971-40-0 45
Abundance Scan 2003 (13.868 min): BF103468.D (-2000) (-) m/z 226.00 100.00%
57 226
5000
174 273 297 13.60 13.80 14.00 14.20
2l 2R 3 . ‘m/z 57.00 89.98%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #191698: Bromoacetic acid, hexadecyl ester
43
69
97
5000 SR AR SUNRIUE SR SR
13.60 13.80 14.00 14.20
‘ ‘ 123 m/z 55.00 66.92%
..l.{...., ....1F3. I%?GIZﬁ? B —
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
6o ' | 13.60 13.80 14.00 14.20
5000 m/z 43.05 66 .63%
18 154 182 210 238 266 294 322
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester L e ELLELELE m i e
57 13.60 13.80 14.00 14.20
97 m/z 69.00 50.95%
5000
125
29
L L ‘ B \J\\ |158, 182202224 292 207 398
mz-> 0 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030618\
Data File : BF103468.D

Acq On : 6 Mar 2018 21:02

Operator : SJ/JU

Sample : J1722-11

Misc :

ALS Vial : 10 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 5.6 ng 231443 1 6.87 820539 20.0
2-Pentanone, 4-hy... 5.11 2.0 ng 82507 1 6.87 820539 20.0
unknown6 .65 6.65 80.0 ng 3283910 1 6.87 820539 20.0
Hexadecane 9.82 2.2 ng 106273 3 9.91 975244 20.0
Pentadecane 10.32 2.6 ng 125781 3 9.91 975244 20.0
Anthracene, 2-met... 11.92 4.2 ng 172268 4 11.40 825695 20.0
Phenanthrene, 1-m... 11.94 2.1 ng 86940 4 11.40 825695 20.0
4H-Cyclopenta[def... 12.02 2.3 ng 95969 4 11.40 825695 20.0
Octadecanoic acid 12.70 4.4 ng 182521 4 11.40 825695 20.0
Bromoacetic acid,... 13.87 4.3 ng 198292 5 14.06 919278 20.0
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