LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103467.D

Aca On : 6 Mar 2018 20:36

Operator : SJ/JU

Sample : J1722-09

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 2.128 3 7 15 rVB 172700 231103 6.86% 0.749%
2 5.104 510 513 525 rBV 49258 83871 2.49% 0.272%
3 5.498 576 580 609 rBY 2309881 3295784 97.90% 10.683%
4 6.510 748 752 771 rBV 2435943 3366566 100.00% 10.912%
5 6.645 771 775 802 rVB 2822826 3303994 98.14% 10.709%
6 6.869 810 813 829 rBV 837346 929720 27.62% 3.014%
7 7.022 836 839 855 rBVY 2049857 2377476 70.62% 7.706%
8 7.439 906 910 933 rBVY 1613680 2216927 65.85% 7.186%
9 8.151 1028 1031 1052 rBV 808730 1191828 35.40% 3.863%
10 9.228 1210 1214 1223 rBvY 2738655 2792771 82.96% 9.052%
11 9.292 1223 1225 1229 rVB 73909 70887 2.11% 0.230%
12 9.622 1275 1281 1287 rBvV2 122954 182410 5.42% 0.591%
13 9.775 1300 1307 1311 rBV3 32101 59865 1.78% 0.194%

14 9.822 1311 1315 1319 rVV 130269 120556 3.58% 0.391%
15 9.910 1327 1330 1334 rBV 1065886 1097612 32.60% 3.558%

16 10.116 1362 1365 1368 rBV2 26506 41801 1.24% 0.135%
17 10.145 1368 1370 1374 rVB3 34016 41091 1.22% 0.133%
18 10.322 1393 1400 1404 rBV 171423 173452 5.15% 0.562%
19 10.469 1422 1425 1432 rVB 33878 41404 1.23% 0.134%
20 10.545 1433 1438 1440 rBV2 51221 65301 1.94% 0.212%

21 10.710 1462 1466 1478 rBV 973829 1219971 36.24% 3.954%
22 10.798 1478 1481 1491 rVB2 131136 209444 6.22% 0.679%

23 10.875 1491 1494 1496 rBV 48410 50178 1.49% 0.163%
24 10.904 1496 1499 1503 rVB2 38655 54178 1.61% 0.176%
25 10.945 1503 1506 1509 rBV3 53464 67632 2.01% 0.219%
26 11.245 1555 1557 1560 rBV2 58037 51017 1.52% 0.165%

27 11.404 1581 1584 1587 rBV 926898 952788 28.30% 3.088%
28 11.427 1587 1588 1595 rVvVv 383340 365638 10.86% 1.185%

29 11.486 1595 1598 1602 rVB 89798 87001 2.58% 0.282%
30 11.651 1623 1626 1628 rBV 37198 34833 1.03% 0.113%
31 11.916 1667 1671 1673 rBV2 132723 151676 4_.51% 0.492%
32 11.939 1673 1675 1679 rVB2 82674 85494 2.54% 0.277%
33 12.022 1686 1689 1692 rBV 77830 96558 2.87% 0.313%
34 12.204 1717 1720 1723 rBV2 37686 37187 1.10% 0.121%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103467.D

Aca On : 6 Mar 2018 20:36

Operator : SJ/JU

Sample : J1722-09

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
35 12.457 1760 1763 1767 rBV2 56876 79903 2.37% 0.259%

36 12.627 1788 1792 1800 rBV 673248 698181 20.74% 2.263%
37 12.704 1802 1805 1811 rVvv4 94305 123811 3.68% 0.401%
38 12.857 1825 1831 1837 rBV 646561 761053 22.61% 2.467%
39 12.910 1837 1840 1846 rVB2 42981 57505 1.71% 0.186%
40 12.992 1850 1854 1857 rBV 1789141 1669745 49.60% 5.412%

41 13.186 1885 1887 1892 rVB2 83499 99955 2.97% 0.324%
42 13.251 1896 1898 1901 rBV 52139 40479 1.20% 0.131%
43 13.868 2000 2003 2008 rBV4 140213 186052 5.53% 0.603%
44 14.010 2024 2027 2030 rBV 220326 183024 5.44% 0.593%
45 14.063 2031 2036 2039 rvv2 831813 1038133 30.84% 3.365%

46 14.086 2039 2040 2047 rVB 262145 233426 6.93% 0.757%
47 15.133 2215 2218 2220 rBVY 130449 164096 4._.87% 0.532%
48 15.574 2290 2293 2297 rVB 285830 367822 10.93% 1.192%

Sum of corrected areas: 30851199
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103467.D

Aca On : 6 Mar 2018 20:36

Operator : SJ/JU

Sample : J1722-09

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

Abundance TIC: BF103467.D
2500000 6.51
5.50

7.02
2000000

7.44
1500000

1000000 6.87

500000
2.13

5.10
O I e e oo e e e e e L o e e e e e e e L e e o e e e e B L B e e e s s e M

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: BF103467.D
9,23

2500000

2000000 12.99

1500000
9.91

10.71

1000000

8.15 12.6312.86]

500000

T T e B e e e

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: BF103467.D

2500000

2000000

1500000

14.06

1000000

500000

e

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103467.D

Aca On : 6 Mar 2018 20:36

Operator : SJ/JU

Sample : J1722-09

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 3

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

2.13 4.97 ng 231103 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 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 12

Abundance Scan 7 (2.128 min): BF103467.D (-3) (-) m/z 73.00 100.00%
7B
5000 43 ‘/\\-
> 87 U A U UL UL I
36 2.20 2.30 2.40 2.50
St er e | M/Z 43.00  39.91%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U R U UL U
43 2.20 2.30 2.40 2.50
55 87 m/z 54.95  29.99%
29
'I”"P?§W"”I'”'I”§?P"W"”I'”'I”"P"W"”I'”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 U AR AR AN R
2.20 2.30 2.40 2.50
5000 a1 55 m/z 87.00 23.39%
29
47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- A ma L
73 2.20 2.30 2.40 2.50
m/z 41.00 11.84%
5000 43
58
e e U R U UL U
m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103467.D

Aca On : 6 Mar 2018 20:36

Operator : SJ/JU

Sample : J1722-09

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 unknown6.65 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.65 71.08 ng 3303990 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 (BY-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): BF103467.D (-771) (-) m/z 131.95 100.00%
5000 68 /L
40 | % 640 6.60 6.80 7.00
54 75 . . . .
48 62 103
e 48 O e e L M8 ws W Th/z 68.00  38.12%
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 33.14%
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
6.40 6.60 6.80 7.00
5000 67 m/z 65.95 25.48%
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 15.00%
5000
33 44 o g7 105
L AL i e e o e o RAREE R A RREEE s e
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 : BF103467.D

Aca On : 6 Mar 2018 20:36

Operator : SJ/JU

Sample : J1722-09

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 Tetradecane Concentration Rank 9

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

9.82 2.20 ng 120556 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72

Abundance Scan 1315 (9.822 min): BF103467.D (-1311) (-) m/z 57.00 100.00%
g7
43
5000

9.60 9.80 10.00 10.20
m/z 43.00 73 .59%

99 113 127 145 163
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #59880: Tetradecane
57
43
71
5000 85 L B LA e
9.60 9.80 10.00 10.20
29 m/z 71.00 58.30%
99
gl DSl 18
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43

9.60 9.80 10.00 10.20
5000 7 m/z 41.00 36.80%

85
29
99 113 127 141 155 169 183 197 226
N R e A
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #71393: Pentadecane B L Bt s A
57 960 980 1000 10 20
43 m/z 85.05 34.42%

71
5000 o
29
99 113
15 0 0 Lol 127 141 155 169 183 212

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

9.60 980 1000 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103467.D

Aca On : 6 Mar 2018 20:36

Operator : SJ/JU

Sample : J1722-09

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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.32 3.16 ng 173452 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Tridecane 184 C13H28 000629-50-5 80
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
4 5-Ethvldecane 170 C12H26 017302-36-2 74
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 64

Abundance Scan 1400 (10.322 min): BF103467.D (-1393) (-) m/z 57.00 100.00%

57
43

5000

10.00 10.20 10.40 10.60
m/z 43.00 69.87%

99 113 127 141 155 170

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83023: Hexadecane
57
43
71
5000 85 T TTTT TT T T TT T T[T TTT]
10 00 10. 20 10. 40 10.60
29 9 m/z 71.00 60.26%
| L Lo ) G 118127 141 155 169 183 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 o
R RRERRRES RS LR
71 10.00 10.20 10.40 10.60
5000 m/z 41.00 35.76%
85
29
15 99 113 127 141 155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48894: Decane, 2,3,5-trimethyl- RN ERREE T
57 10.00 10.20 10.40 10.60
43 m/z 85.05 35.75%
71
5000 85
141
99
,‘,“,‘,\,“3,‘ Lo R ol Whors o )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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 : BF103467.D

Aca On : 6 Mar 2018 20:36

Operator : SJ/JU

Sample : J1722-09

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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.80 4.40 ng 209444 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 1481 (10.798 min): BF103467.D (-1478) (-) m/z 57.00 100.00%
57
5000 85
3 113 10.40 10.60 10.80 11.00 11.20
Ob el bl d 130028 182 e M7z 43.00  67.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
5000 85 AR U FUREL B B
mmmmmmnmum
29 m/z 71.00 62.61%
113

Ly M8 141 169 107 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance
57
R R
10.40 10.60 10.80 11.00 11.20
5000 a5 m/z 85.00 37.23%
28
183
113159 155 310
Wmmwwmwmmﬁrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129492: Eicosane B T B B BT B
57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 30.80%
5000
85
29
‘ , o M8 14 169 107 225 253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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\BF030618\
Data File : BF103467.D

Aca On : 6 Mar 2018 20:36

Operator : SJ/JU

Sample : J1722-09

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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.18 ng 151676 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 51
3 Pentadecanoic acid 242 C15H3002 001002-84-2 50
4 Undecanoic acid 186 C11H2202 000112-37-8 46
5 Tetradecanoic acid 228 C14H2802 000544-63-8 46
Abundance Scan 1672 (11.922 min): BF103467.D (-1667) (-) m/z 43.00 100.00%
60 73
192
5000

11.60 11.80 12.00 12.20
m/z 72.95 < 99.21%

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 98.66%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
e
11.60 11.80 12.00 12.20
5000 m/z 55.00 88.99%
94 165
27 50 63 76 115 139152 178
T e T e e e e e e
m/z--> 20 40 60 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 57.00 88.28%
5000 129
29
199
143157171185 242
15

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 : BF103467.D

Aca On : 6 Mar 2018 20:36

Operator : SJ/JU

Sample : J1722-09

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 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.02 2.03 ng 96558 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 62
2 Methvl diselenide 190 C2H6Se2 007101-31-7 45
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, 4-methyl- 192 C15H12 000832-64-4 14
Abundance Scan 1689 (12.022 min): BF103467.D (-1686) (-) m/z 190.00 100.00%
190

5000

11.80 12.00 12.20 12.40
m/z 189.00 96.13%

113 130 150 ! 209 224 243

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 58.33%
27 39 51 63 8L | 110122 137150163 178 ||

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

93 190

175 11.80 12.00 12.20 12.40
5000 m/z 191.00 46 .18%

80 109 160

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 94.50 33.05%
5000
165
115
26 39 51 63 8? |~ 127139152 ‘ 177 ‘ Il

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103467.D

Aca On : 6 Mar 2018 20:36

Operator : SJ/JU

Sample : J1722-09

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 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.70 2.60 ng 123811 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 92
2 Octadecanoic acid 284 C18H3602 000057-11-4 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 52

Abundance Scan 1804 (12.698 min): BF103467.D (-1802) (-) m/z 57.00 100.00%

5000

12.40 12.60 12.80 13.00
m/z 43.00 96.68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452:; Tetradecanoic acid
73
43
5000 LIS L L L L L L L L LB
12.40 12.60 12.80 13.00
29 m/z 72.95 91.91%
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
R R S s o
12.40 12.60 12.80 13.00
5000 129 m/z 55.00 79.71%
97
115 185 284

241
143157171 199515227 | 255
wmwmrwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #95854: Pentadecanoic acid R R B
43 12.40 12.60 12.80 13.00
] m/z 60.00 74 _.80%
29
5000
L I 143157171185
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 : BF103467.D

Aca On : 6 Mar 2018 20:36

Operator : SJ/JU

Sample : J1722-09

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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.58 ng 186052 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 70
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 50
3 n-Heptadecanol-1 256 C17H360 001454-85-9 46
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 46
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 45
Abundance Scan 2003 (13.868 min): BF103467.D (-2000) (-) m/z 226.00 100.00%
57 226
83 r
5000
111
139 169189 264 315 13.60 13.80 14.00 14.20
AR . m/z 57.00 89.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55 g3
5000 LR B SULLLE SR B
29 111 13.60 13.80 14.00 14.20
m/z 43.00 74 .08%
\ \‘ \ ‘H \h H ‘\ \1?9 “167 196 224
m/z--> 50 150 200 250 300 350 400
Abundance
57
o1 SR AR SUNILA SRR SR
13.60 13.80 14.00 14.20
5000 m/z 55.00 66 .55%
125
29
77 153 182900224 252 297 398
m/z--> 50 100 150 200 250 300 350 400
Abundance #107662: n-Heptadecanol-1 AR EEEEEEEEE
556 13.60 13.80 14.00 14.20
m/z 83.00 62.97%
. anwWKMWﬂNMMﬂﬂRNMAWAMWAWMLJ
29
e 1{139 .168 210 233
m/z--> 50 5 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF022218_.M Wed Mar 07 13:22:06 2018

Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030618\
Data File : BF103467.D

Acq On : 6 Mar 2018 20:36

Operator : SJ/JU

Sample - J1722-09

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 5.0 ng 231103 1 6.87 929720 20.0
unknown6 .65 6.65 71.1 ng 3303990 1 6.87 929720 20.0
Tetradecane 9.82 2.2 ng 120556 3 9.91 1097610 20.0
Hexadecane 10.32 3.2 ng 173452 3 9.91 1097610 20.0
Tetracosane 10.80 4.4 ng 209444 4 11.40 952788 20.0
n-Hexadecanoic acid 11.92 3.2 ng 151676 4 11.40 952788 20.0
4H-Cyclopenta[def... 12.02 2.0 ng 96558 4 11.40 952788 20.0
Tetradecanoic acid 12.70 2.6 ng 123811 4 11.40 952788 20.0
Cyclohexadecane 13.87 3.6 ng 186052 5 14.06 1038130 20.0

8270-BF022218_.M Wed Mar 07 13:22:06 2018 Page: 13



