LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\

Data File : BF103372.D

Aca On 2 Mar 2018 18:25 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : J1730-01 ROLLOFF-20408

ALS Vial : 8 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 2.163 7 13 22 rVB 240870 320863 9.77% 0.928%
2 5.116 512 515 524 rBV 79872 112682 3.43% 0.326%
3 5.504 576 581 600 rBY 2925892 3254110 99.08% 9.416%
4 6.510 747 752 771 rBVY 2930088 3284295 100.00% 9.504%
5 6.645 771 775 778 rBVY 3260439 3055102 93.02% 8.841%
6 6.875 810 814 820 rBV 933613 867192 26.40% 2.509%
7 7.028 836 840 844 rBVY 2524563 2375920 72.34% 6.875%
8 7.439 905 910 921 rBVY 2105035 2146951 65.37% 6.213%
9 8.157 1028 1032 1048 rBvV 1198302 1211337 36.88% 3.505%
10 9.228 1210 1214 1224 rBvV 2915717 3105229 94.55% 8.986%
11 9.298 1224 1226 1230 rVB 60788 52281 1.59% 0.151%

12 9.627 1276 1282 1289 rBV 190231 243152 7.40% 0.704%
13 9.827 1313 1316 1320 rBV 154978 127852 3.89% 0.370%
14 9.916 1327 1331 1344 rVB 1256596 1266896 38.57% 3.666%
15 10.151 1368 1371 1375 rVB2 35589 36699 1.12% 0.106%

16 10.327 1398 1401 1404 rVB 219736 170623 5.20% 0.494%
17 10.545 1433 1438 1441 rBV 56444 71712 2.18% 0.208%
18 10.710 1461 1466 1475 rBV 1781372 1926722 58.66% 5.575%
19 10.804 1479 1482 1488 rVB 164943 167764 5.11% 0.485%
20 10.951 1504 1507 1512 rBV 46466 41124 1.25% 0.119%

21 11.251 1555 1558 1561 rBV 83636 71008 2.16% 0.205%
22 11.404 1580 1584 1587 rBV 1198954 1199386 36.52% 3.471%
23 11.427 1587 1588 1593 rVB 232575 185358 5.64% 0.536%
24 11.921 1668 1672 1681 rBV3 187090 268506 8.18% 0.777%

25 12.021 1686 1689 1692 rBV2 46221 47337 1.44% 0.137%
26 12.239 1723 1726 1732 rBV 48072 56963 1.73% 0.165%
27 12.551 1776 1779 1787 rVB2 34617 50434 1.54% 0.146%
28 12.621 1788 1791 1797 rBV 451701 440540 13.41% 1.275%
29 12.704 1800 1805 1810 rBV5 32622 51777 1.58% 0.150%

30 12.857 1824 1831 1836 rBV 404115 441267 13.44% 1.277%

31 12.992 1849 1854 1857 rBV 2599449 2512914 76.51% 7.272%

32 13.068 1864 1867 1872 rBV3 27327 41358 1.26% 0.120%
33 13.180 1884 1886 1892 rVB2 48502 59531 1.81% 0.172%
34 13.286 1900 1904 1907 rBV2 38024 50159 1.53% 0.145%

8270-BF022218.M Mon Mar 05 06:36:11 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\

Data File : BF103372.D

Aca On 2 Mar 2018 18:25 Instrument :

Operator : SJ/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : J1730-01 ROLLOFF-20408

ALS Vial : 8 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 13.698 1971 1974 1977 rBV 39276 37344 1.14% 0.108%
36 13.804 1989 1992 1995 rBV 46548 49012 1.49% 0.142%
37 13.868 1999 2003 2008 rVvv4 181357 250689 7.63% 0.725%
38 13.910 2008 2010 2016 rVB2 46391 53257 1.62% 0.154%

39 14.010 2024 2027 2031 rBV 1659105 1626104 49.51% 4_.705%
40 14.057 2031 2035 2038 rvv2 921943 1041307 31.71% 3.013%

41 14.080 2038 2039 2044 rVB 182513 162112 4.94% 0.469%

42 14.504 2106 2111 2117 rBV5 46149 85286 2.60% 0.247%
43 14.892 2174 2177 2181 rVB 51696 60522 1.84% 0.175%
44 14.962 2187 2189 2195 rVB6 40467 42599 1.30% 0.123%

45 15.127 2212 2217 2219 rBVY 147086 217414 6.62% 0.629%

46 15.151 2219 2221 2225 rVB2 110233 133240 4._.06% 0.386%
47 15.433 2266 2269 2275 rVB 87211 111644 3.40% 0.323%
48 15.504 2277 2281 2284 rVV 99370 132775 4._.04% 0.384%
49 15.562 2286 2291 2304 rVB2 481291 757258 23.06% 2.191%
50 15.986 2358 2363 2369 rVB 140336 201523 6.14% 0.583%

51 17.103 2547 2553 2560 rVB3 91428 196259 5.98% 0.568%
52 17.562 2628 2631 2638 rVB2 42308 84315 2.57% 0.244%

Sum of corrected areas: 34557704
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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

Z:\HPCHEM1I\BNA F\Data\BF030218\

BF103372.D
2 Mar 2018 18:25
SJ/JU
J1730-01 ROLLOFF-20408
8 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

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103372.D

Aca On : 2 Mar 2018 18:25

Operator : SJ/JU

Sample : J1730-01

Misc :

ALS Vial : 8 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.

2.16 7.40 ng 320863 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 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 12 (2.157 min): BF103372.D (-7) (-) m/z 72.95 100.00%
73
5000 43
55 g7
81 2.20 2.30 2.40 2.50 2.60
o L B B R T m/z 43.00 42 _.75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 31.85%
29
'I”"P?§W"”I'”'I”§?P"W"”I'”'I”"P"W"”I'”'
m/z--> 20 40 50 70 80 90 100 110 120 130
Abundance
73
87 HAE U AR AR A L
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.00 24 .95%
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- R pama A maEa
7B 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.08%
5000 43
58
e e U IR IR UL U
m/z--> 20 40 50 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

8270-BF022218 .M Mon Mar 05 06:36:12 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\

Data File : BF103372.D

Aca On 2 Mar 2018 18:25

Operator : SJ/JU

ﬁ?ggle i J1730-01 ROLLOFF-20408
ALS Vial : 8 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 10

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

5.12 2.60 ng 112682 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 56
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 35
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 516 (5.122 min): BF103372.D (-512) (-) m/z 43.00 100.00%
43
59
5000
101 SR RAANS RARRA AR RS
53 83 480 5.00 5.20 5.40
SN | NS Y| NSNS S E— m/z 59.00 66.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 540
m/z 101.00 23.56%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 5.00 520 540
5000 43 m/z 58.00 17.68%
31
15 69 87
mz-> 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 41.00 11.69%
5000 41
31
| LT
N .1 O Y M-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\

Data File : BF103372.D

Aca On 2 Mar 2018 18:25

Operator : SJ/JU

ﬁ?ggle i J1730-01 ROLLOFF-20408
ALS Vial : 8 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 70.46 ng 3055100 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-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 776 (6.651 min): BF103372.D (-771) (-) m/z 132.00 100.00%
132
5000 68
0 s |l Fion | o ok ok T
AN N - AN | R m/z 67.95 36.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 U UL L L
6.40 6.60 6.80 7.00
m/z 134.00 33.96%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.00 25.07%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R REARE s L
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 14 .06%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??.
m/z--> 20 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 : BF103372.D

Aca On 2 Mar 2018 18:25

Operator : SJ/JU

ﬁ?ggle i J1730-01 ROLLOFF-20408
ALS Vial : 8 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 11

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

9.83 2.02 ng 127852 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
4 Tridecane 184 C13H28 000629-50-5 72
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72

Abundance Scan 1316 (9.827 min): BF103372.D (-1313) (-) m/z 57.00 100.00%
57
43
71
5000
99 113 9.60 9.80 10.00 10.20
S N 127 141 m/z 43.00 70.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
5000 LR A N BN SR
85 9.60 9.80 10.00 10.20
29 m/z 71.00 54.15%
\‘ L s 141 155 169 183 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 85 m/z 85.00 32.11%
29
15 9 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57 9.60 9.80 10.00 10.20
m/z 41.00 31.44%
43 71
5000 85
113
m/z--> 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

8270-BF022218.M Mon Mar

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\

Data File : BF103372.D

Aca On 2 Mar 2018 18:25

Operator : SJ/JU

ﬁ?ggle i J1730-01 ROLLOFF-20408
ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Tridecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.33 2.69 ng 170623 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
4 Undecane. 5-methvl- 170 C12H26 001632-70-8 72
5 Pentadecane 212 C15H32 000629-62-9 64

Abundance Scan 1401 (10.327 min): BF103372.D (-1398) (-) m/z 57.00 100.00%
57
| \\wNNAMMJ
71
5000
R R AT
99 113 149 10.00 10.20 10.40 10.60
127 L7 m/z 43.00 62.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 37
71
5000 AR AR
85 mmmmmmmm
29 m/z 71.00 54 _49Y%
mmﬁuﬁﬂ%mMmm 154
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
43 ¥
10.00 10.20 10.40 10.60
5000 71 m/z 85.00 34.90%
85
29
99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 85 160 120 150 160 180 200 250
Abundance #48894. Decane, 2,3,5- trlmethyl L L B L L L
57 10.00 10.20 10.40 10.60
43 m/z 41.00 28.81%
71
5000 85
141
99
,\,h,\,w,m,\ L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1000 1020 1040 1060

05 06:36:14 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\

Data File : BF103372.D

Aca On 2 Mar 2018 18:25

Operator : SJ/JU

ﬁ?ggle i J1730-01 ROLLOFF-20408
ALS Vial : 8 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 4_.48 ng 268506 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 1672 (11.921 min): BF103372.D (-1668) (-) m/z 73.00 100.00%
43 60 73
5000 129
7
+ll o1 143157171185199213227 256 11.60 11.80 12.00 12.20
m/z 43.00 87.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
i il W
5000 129 R DA SUMS U DU

11.60 11.80 12.00 12.20
m/z 60.00 86.23%

213
143 157171 185 199

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

60 73

%

43 11.60 11.80 12.00 12.20

5000 - 129 m/z 55.00 70.80%

87 115 171
101 143 157 185

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

214

%

Abundance #84453: Tetradecanoic acid B T A o
60 73 11.60 11.80 12.00 12.20
43 m/z 57.00 69.82%
5000 129
185 228
‘ T7 01115 | 143 171 ‘ 199
Al \mm dtr 013 | Dl T e

m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

8270-BF022218 .M Mon Mar 05 06:36:15 2018 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103372.D

Aca On : 2 Mar 2018 18:25

Operator : SJ/JU

Sample : J1730-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.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

9 Cyclohexadecane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.87 4.81 ng 250689 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 94

Abundance Scan 2003 (13.868 min): BF103372.D (-1999) (-) m/z 57.00 100.00%
97
83
5000
| 13.60 13.80 14.00 14.20
m/z 43.00 96.54Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81246: Cyclohexadecane
55 83
5000 R DU AR RO
13.60 13.80 14.00 14.20
m/z 55.00 94 _.07%
139 167 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 TTTpTTTT T T T T T T T T
41 13.60 13.80 14.00 14.20
5000 m/z 83.00 77 .30%
125
15 8 154 180196 224 051 269 320
Wﬁmmmﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester T T
13.60 13.80 14.00 14.20
69 m/z 69.00 74.81%
5000
125
153169 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 ﬁm@@m%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\

Data File : BF103372.D

Aca On 2 Mar 2018 18:25

Operator : SJ/JU

ﬁ?ggle i J1730-01 ROLLOFF-20408
ALS Vial : 8 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 Perylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.43 2.95 ng 111644 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 96
2 Benzolelpvrene 252 C20H12 000192-97-2 95
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2268 (15.427 min): BF103372.D (-2266) (-) m/z 252.00 100.00%
282
5000
125
112 226 15.20 15.40 15.60 15.80
51 67 83 98 152166 183 200 267282 77 195 00 55 5504
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104215: Perylene
252
5000 LI S UL L B
15.20 15.40 15.60 15.80
126 m/z 250.00 25.19%
27 50 99118 | 150 174 108 224238
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
15.20 15.40 15.60 15.80
5000 m/z 253.05 20.02%

,125
50 63 83 9g 1l 146 174 200 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene

252 15.20 15.40 15.60 15.80
m/z 126.00  17.29%

5000

39 63 83 99113 | 150 174 200 224338 H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\

Data File : BF103372.D

Aca On 2 Mar 2018 18:25

Operator : SJ/JU

ﬁ?ggle i J1730-01 ROLLOFF-20408
ALS Vial : 8 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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.99 5.32 ng 201523 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Nonadecane 268 C19H40 000629-92-5 83
4 Heneicosane 296 C21H44 000629-94-7 81
5 Docosane 310 C22H46 000629-97-0 80
Abundance Scan 2364 (15.992 min): BF103372.D (-2358) (-) m/z 57.00 100.00%
57
5000 85 \
LN IR SR SR B
113 141 183 15.60 15.80 16.00 16.20 16.40
. |,I AT taeat8s 211 253 283 7100 66.97%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 AR DU B B B
mmmmmmmmmm
29 s m/z 43.00 57 .41%
‘ h Ly ‘141‘169 197 225 253 281 309 338
m/z--> 50 160 150 260 250 300 3éo
Abundance
57
15,60 15.80 16.00 16.20 16.40
5000 g5 m/z 85.00 49 .82%
29 113 141
169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #117638: Nonadecane R B o B e
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 21.77%
e i ﬂMwNwwﬂkaMA/\ﬁmﬁwuwkmﬂmﬁw
29
UL M8 141 169 197 205 268
m/z--> % @ @ ﬁ 250 ﬁ @ ' mmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF030218\

Data File : BF103372.D

Acq On : 2 Mar 2018 18:25

Operator : SJ/JU

3?22'6 i J1730-01 ROLLOFF-20408
ALS Vial : 8 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... 2.16 7.4 ng 320863 1 6.87 867192 20.0
2-Pentanone, 4-hy... 5.12 2.6 ng 112682 1 6.87 867192 20.0
unknown6 .65 6.65 70.5 ng 3055100 1 6.87 867192 20.0
Hexadecane 9.83 2.0 ng 127852 3 9.92 1266900 20.0
Tridecane 10.33 2.7 ng 170623 3 9.92 1266900 20.0
n-Hexadecanoic acid 11.92 4.5 ng 268506 4 11.40 1199390 20.0
Cyclohexadecane 13.87 4.8 ng 250689 5 14.06 1041310 20.0
Perylene 15.43 3.0 ng 111644 6 15.56 757258 20.0
Tetracosane 15.99 5.3 ng 201523 6 15.56 757258 20.0
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