LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103362.D

Aca On : 2 Mar 2018 13:17

Operator : SJ/JU

Sample = J1402-09

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 2.152 6 11 20 rvB 218008 305040 9.27% 0.972%
2 5.110 511 514 522 rBV 81351 104307 3.17% 0.332%
3 5.498 576 580 603 rBY 2916314 3177520 96.58% 10.127%
4 6.510 747 752 771 rBVY 2954866 3290118 100.00% 10.486%
5 6.645 771 775 782 rBVY 3305226 3093752 94.03% 9.860%
6 6.875 810 814 822 rBVY 1148058 1016653 30.90% 3.240%
7 7.028 836 840 844 rBVY 2499369 2400124 72.95% 7.649%
8 7.440 906 910 926 rBVY 2108478 2198361 66.82% 7 .006%
9 8.157 1028 1032 1049 rBV 1301949 1282582 38.98% 4.088%
10 9.234 1210 1215 1224 rBvV 3003198 2992132 90.94% 9.536%
11 9.298 1224 1226 1230 rVB 50124 46578 1.42% 0.148%

12 9.628 1276 1282 1289 rBV 160446 207601 6.31% 0.662%
13 9.833 1313 1317 1321 rBV 130589 120949 3.68% 0.385%
14 9.916 1327 1331 1340 rBV 1303868 1271029 38.63% 4_.051%
15 10.328 1399 1401 1404 rVB 161463 137868 4._.19% 0.439%

16 10.551 1433 1439 1441 rBV 51343 61260 1.86% 0.195%
17 10.710 1462 1466 1475 rBV 1566809 1639915 49.84% 5.227%
18 10.804 1479 1482 1491 rVB 143164 157528 4._.79% 0.502%
19 10.957 1505 1508 1513 rBV 39633 33647 1.02% 0.107%
20 11.251 1555 1558 1561 rBV 67079 54232 1.65% 0.173%

21 11.410 1581 1585 1588 rBV 1199249 1137869 34.58% 3.626%
22 11.433 1588 1589 1593 rVB 150343 93040 2.83% 0.297%
23 11.922 1668 1672 1682 rBV2 176755 215982 6.56% 0.688%
24 12.627 1788 1792 1796 rBV 312956 296341 9.01% 0.944%
25 12.710 1802 1806 1811 rBV3 80795 103081 3.13% 0.329%

26 12.857 1825 1831 1837 rBV 254669 330283 10.04% 1.053%
27 12.992 1850 1854 1857 rBV 2235613 2128629 64.70% 6.784%
28 13.186 1884 1887 1893 rVB2 51013 58074 1.77% 0.185%
29 13.874 2000 2004 2010 rBV2 362132 449566 13.66% 1.433%
30 14.016 2024 2028 2031 rBV 173856 163671 4._.97% 0.522%

31 14.063 2031 2036 2038 rVV2 810948 898806 27.32% 2.865%
32 14.086 2038 2040 2043 rVB 146563 129257 3.93% 0.412%
33 14.516 2109 2113 2118 rBV6 41998 88789 2.70% 0.283%
34 14.892 2174 2177 2180 rBV 75014 76911 2.34% 0.245%

8270-BF022218.M Mon Mar 05 06:32:59 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103362.D

Aca On : 2 Mar 2018 13:17

Operator : SJ/JU

Sample = J1402-09

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.968 2186 2190 2193 rVB 107563 119668 3.64% 0.381%

36 15.127 2213 2217 2219 rBV 106764 149857 4 _55% 0.478%
37 15.157 2219 2222 2225 rVV2 104038 127545 3.88% 0.406%
38 15.192 2225 2228 2233 rVB3 67298 96809 2.94% 0.309%
39 15.439 2267 2270 2274 rVB 76966 92056 2.80% 0.293%
40 15.504 2277 2281 2285 rVV 101354 133398 4._05% 0.425%

41 15.568 2286 2292 2302 rVB 518519 776739 23.61% 2.476%
42 15.992 2360 2364 2369 rVB 83656 119018 3.62% 0.379%

Sum of corrected areas: 31376585
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103362.D

Aca On : 2 Mar 2018 13:17

Operator : SJ/JU

Sample = J1402-09

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: BF103362.D

3000000 5.50 6.51

2500000 703

7.44
2000000

1500000
6.87
1000000

500000
.15

5.11 kg, J

e T e e =EISEMEMEMEN GHEMEME LSS EEEERE B S SIS SH

T
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: BF103362.D

9.23

3000000

2500000
12.99

2000000

10.71

1500000

1000000

500000

089 g6 11.28f43
04

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: BF103362.D

3000000

2500000

2000000

1500000

1000000

500000

e S

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 : BF103362.D

Aca On : 2 Mar 2018 13:17

Operator : SJ/JU

Sample = J1402-09

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 4

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

2.15 6.00 ng 305040 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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 11 (2.152 min): BF103362.D (-6) (-) m/z 73.00 100.00%
7B
5000 43
75 87
2.20 2.30 2.40 2.50 2.60
R SO L 6T UL 9wz 43.00  41.74%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRAE AR R RN A R
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 30.30%
‘ﬁg 3 ||| 50 ‘ 67
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
21 o 87 1220 2.30 2.40 250 2.60
5000 m/z 87.00 23.41%
29
15 67 97
miz--> 10 20 30 40 50 6 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- e
7B 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.29%
5000 43
58
29 3(
L1 N .
m/z--> 10 20 30 40 50 60 70 8 90 100 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103362.D

Aca On : 2 Mar 2018 13:17

Operator : SJ/JU

Sample = J1402-09

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.11 2.05 ng 104307 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 1.2-Butanediol 90 C4H1002 000584-03-2 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 514 (5.110 min): BF103362.D (-511) (-) m/z 43.00 100.00%
43
59
5000
1o Tk 3k ok sk
e sl 7 5900 58,780
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.80 500 5.20 5.40
m/z 101.00 17.90%
25 3! 37 | 83 g3 M1
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
e H e
480 5.00 5.20 5.40
5000 59 m/z 58.00 15.42%
73
101
28 37 51 67 79 86
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2294: 1,2-Butanediol
31 59 480 5.00 5.20 5.40
m/z 40.95 7.87%
5000
41
"I'%?'I'?§'I'"'I"??I§?"I""T%"'I"'??""I""I' IR LS SRR LSRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103362.D

Aca On : 2 Mar 2018 13:17

Operator : SJ/JU

Sample = J1402-09

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 3 unknown6.65 Concentration Rank 1

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

6.65 60.86 ng 3093750 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 776 (6.651 min): BF103362.D (-771) (-) m/z 132.00 100.00%
132
5000 68
96 IR RS U R L
40 54 78 106 6.40 6.60 6.80 7.00
01 et m/z 68.00 37.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
AL
5000 IR IS U R
6.40 6.60 6.80 7.00
33 44 . 105 m/z 134.00 33.85%
---.---‘-.-‘-‘--GAQ-T‘--.0----‘.-“-1-1-5.-- I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 26.10%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180 i
Abundance #52379: Tranylcypromine-propiony! R AR - EEEEsnE
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 14 .45%
5000 98 116
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 : BF103362.D

Aca On : 2 Mar 2018 13:17

Operator : SJ/JU

Sample = J1402-09

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 11
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.17 ng 137868 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 83
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
4 9-methvlheptadecane 254 C18H38 026741-18-4 80
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
Abundance Scan 1401 (10.328 min): BF103362.D (-1399) (-) m/z 57.00 100.00%
57
43
5000
99 113 10.00 10.20 10.40 10.60
126 141 155 177 n/z 43 .00 68 67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 & AR AR AREE!
g5 mmmmmmmm
29 m/z 71.00 53.99%
| 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
57
43 USSR B R
71 10.00 10.20 10.40 10.60
5000 g5 m/z 85.00 34.72%
29 99
15 113 127 141 155 169 183 212
m/z--> ﬁo Jo éo 85 160 120 140 160 180 200 250
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester e T T e T T
57 10.00 10.20 10.40 10.60
m/z 41.00 29.74Y%
43 71
5000 85
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103362.D

Aca On : 2 Mar 2018 13:17

Operator : SJ/JU

Sample = J1402-09

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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.77 ng 157528 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptacosane 380 C27H56 000593-49-7 86
4 Tetradecane 198 C14H30 000629-59-4 83
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 83
Abundance Scan 1481 (10.798 min): BF103362.D (-1479) (-) m/z 57.00 100.00%
57
5000 85 J
2 100 1060 1080 11106 1120
bl | m/z 43.00 64.68%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57
5000 85 LA RN UM UL B
1040 10.60 10.80 11.00 11.20
29 m/z 70.95 59.83%
\‘ \L‘ “ \‘\ i \‘ 113 141 169 212
m/z--> 50 160 1éo 200 250 300 350
Abundance
57
10.40 10.60 10,80 11.00 11.20
5000 m/z 85.00 39.51%
85
29
113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T e
57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 28.70%
5000
85
29 (113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1&'30 200 250 300 350 1040 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 : BF103362.D

Aca On : 2 Mar 2018 13:17

Operator : SJ/JU

Sample = J1402-09

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 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.80 ng 215982 Phenanthrene-d10 11.41
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1672 (11.922 min): BF103362.D (-1668) (-) m/z 60.00 100.00%
73
5000
129
97 115 213
143157171 192 oy 256 11.60 11.80 12.00 12.20
m/z 73.00 99.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 UL AR SULS RO SRR

11. 60 11. 80 12.00 12.20

m/z 43.00 92.74%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R B A A A B S
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 86.07%
29 g7 115 171
185 214
15 101 143157 198
R R B e B B A RARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 76.67%
5000 129
29
199
L#“ 143157171185 22 mNﬁAmwmﬂﬁwwjk~WVL¢ww~¢ﬁw
15
R BARAE REEEE S S
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 : BF103362.D

Aca On : 2 Mar 2018 13:17

Operator : SJ/JU

Sample = J1402-09

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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.87 10.00 ng 449566 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Trichloroacetic acid, 4-hexadecy... 386 C18H33C1302 1000282-92-4 91
Abundance Scan 2003 (13.868 min): BF103362.D (-2000) (-) m/z 57.00 100.00%
g7
83

5000

:

13.60 13.80 14.00 14.20
m/z 55.00 86.74%

226

139154 181 202

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
55
83
4
5000 LA L L L L L LB
13 60 13. 80 14. 00 14 20
m/z 43.00 83.13%
26 Al 126 153168 196 223 252 280
RRRRAR L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
69 R R R e R
97 13.60 13.80 14.00 14.20
5000 m/z 83.00 81.65%
27 125

153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

HHH

Abundance #155046: 1-Heneicosanol e = o S e
55 83 13.60 13.80 14.00 14.20
m/z 69.00 66.14%
4
5000 J/\—v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103362.D

Aca On : 2 Mar 2018 13:17

Operator : SJ/JU

Sample = J1402-09

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 Oxirane, heptadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.97 3.08 ng 119668 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
2 16-Heptadecenal 252 C17H320 1000144-57-9 93
3 1.19-Eicosadiene 278 C20H38 014811-95-1 92
4 14-Heptadecenal 252 C17H320 1000144-58-0 86
5 Octadecanal 268 C18H360 000638-66-4 83
Abundance Scan 2190 (14.968 min): BF103362.D (-2186) (-) m/z 57.00 100.00%

7

82

5000 a1

253 T
276 300 327 14.60 14.80 15.00 15.20

m/z 43.00 79 .39%

138 165 189207 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129467: Oxirane, heptadecyl-
43

5000 LA L L L L LB L
14.60 14.80 15.00 15.20
110 m/z 82.00 72 .05%
2 ““ 166 1942711 236 264282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57 82
e B
a1 14.60 14.80 15.00 15.20
5000 m/z 83.00 57 .50%
110
wmwwwmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #126192: 1,19-Eicosadiene L BT o e
55 14.60 14.80 15.00 15.20
82 m/z 55.00 51.69%
5000
29 109
Il 137 166 194 222 250 278
e e B A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103362.D

Aca On : 2 Mar 2018 13:17

Operator : SJ/JU

Sample = J1402-09

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 Trifluoroacetoxy hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.19 2.49 ng 96809 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 87
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 87
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 87
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 87
Abundance Scan 2228 (15.192 min): BF103362.D (-2225) (-) m/z 57.00 100.00%
57
83
5000
7 182207 23 2B 300 14150 1500 1550 15,40 15.65
b m/z 69.00 67 .52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
5000 R UM SRR BRI B
14.80 15.00 15.20 15.40 15.60
29 125 m/z 83.00 58.89%
e \H h | \‘ A ,1,9?,2?%, 200 s
m/z--> 50 200 250 300 350 400
Abundance
57
NI AR SRR ISR
97 14.80 15.00 15.20 15.40 15.60
5000 m/z 55.00 55.66%
147" 196 224 g 420
m/z--> 50 100 15 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate B B E e
57 14.80 15.00 15.20 15.40 15.60
83 m/z 97.00 53.41%
5000
111
29 169 238
A szm WO I e
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103362.D

Aca On : 2 Mar 2018 13:17

Operator : SJ/JU

Sample = J1402-09

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 11 Perylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.44 2.37 ng 92056 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 97
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
3 Benzolelpvrene 252 C20H12 000192-97-2 94
4 Benzolklfluoranthene 252 C20H12 000207-08-9 91
5 Benzo[a]pyrene 252 C20H12 000050-32-8 87
Abundance Scan 2270 (15.439 min): BF103362.D (-2267) (-) m/z 252.05 100.00%
252
5000
125 15.20 15.40 15.60 15.80
108 224 : : : :
49 65 84 100 139 159 178 278 299 m/z 250.00 30.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104215: Perylene
252
5000
15.20 15.40 15.60 15.80
126 m/z 253.05 23.95%
39 63 87 1 150 174 198 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252
" 15.20 15.40 15.60 15.80
5000 m/z 125.00 18.16%
126
39 63 84100 150 174 200 224
Twmmﬁwwmmrmﬂwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene LA L L L L L B
252 15.20 15.40 15.60 15.80
m/z 126.00 16.33%
5000
39 63 83 99 | M 146 174 200 224 AJ
m/z--> ﬁo 45 éo 85 160 120 150 160 180 200 220 240 260 2éo 360 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 : BF103362.D

Aca On : 2 Mar 2018 13:17

Operator : SJ/JU

Sample = J1402-09

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 12 Heptadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.99 3.06 ng 119018 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 58
2 Heptacosane 380 C27H56 000593-49-7 58
3 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 58
4 Hexatriacontane 507 C36H74 000630-06-8 58
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 52

Abundance Scan 2364 (15.992 min): BF103362.D (-2360) (-) m/z 57.00 100.00%
57
5000 8 A‘,A“L
113 15.60 15.80 16.00 16.20 16.40
140 168
AL lli L~ G088 120 222243206 0 | "m/z 43.00 62.21%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 LN U SRR SR B
85 15.60 15.80 16.00 16.20 16.40
29 m/z 71.00 60.22%
Iw‘l ‘:‘ Ihl \l IH . H‘Ill:l‘-3llllfll I].Glgl :I|-9|6| . |24|.O — T
m/z--> 50 100 150 200 250 300 350
Abundance
57
15,60 15.80 16.00 16.20 16.40
5000 m/z 85.00 49 _.87%
85
29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #125656: Sulfurous acid, butyl decyl ester B B E e
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 22.25%
5000 85
29 ‘
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 15.|60 15.|80 16.IOO 16.|20 16.I40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF030218\
Data File : BF103362.D

Acq On : 2 Mar 2018 13:17

Operator : SJ/JU

Sample - J1402-09

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... 2.15 6.0 ng 305040 1 6.87 1016650 20.0
2-Pentanone, 4-hy... 5.11 2.0 ng 104307 1 6.87 1016650 20.0
unknown6 .65 6.65 60.9 ng 3093750 1 6.87 1016650 20.0
Hexadecane 10.33 2.2 ng 137868 3 9.92 1271030 20.0
Pentadecane 10.80 2.8 ng 157528 4 11.41 1137870 20.0
n-Hexadecanoic acid 11.92 3.8 ng 215982 4 11.41 1137870 20.0
5-Eicosene, (E)- 13.87 10.0 ng 449566 5 14.06 898806 20.0
Oxirane, heptadecyl- 14.97 3.1 ng 119668 6 15.57 776739 20.0
Trifluoroacetoxy ... 15.19 2.5 ng 96809 6 15.57 776739 20.0
Perylene 15.44 2.4 ng 92056 6 15.57 776739 20.0
Heptadecane 15.99 3.1 ng 119018 6 15.57 776739 20.0
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