LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103560.D

Aca On : 9 Mar 2018 16:40

Operator : SJ/JU

Sample : J1855-03

Misc :

ALS Vial : 11 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 5.104 510 513 534 rBV 52681 105864 3.06% 0.349%
2 5.492 576 579 611 rBY 2360508 3431088 99.14% 11.325%
3 6.504 748 751 770 rBVY 2237899 3460735 100.00% 11.423%
4 6.639 770 774 786 rVV 3001930 3156183 91.20% 10.417%
5 6.863 809 812 835 rVB 806002 945725 27 .33% 3.121%
6 7.022 835 839 860 rBVY 2135087 2366391 68.38% 7.811%
7 7.434 905 909 933 rBY 1666914 2305433 66.62% 7.609%
8 7.586 933 935 945 rVB 29398 46292 1.34% 0.153%
9 8.151 1027 1031 1057 rBV 810622 1219725 35.24% 4.026%
10 9.028 1175 1180 1182 rBV 29381 35120 1.01% 0.116%

11 9.086 1186 1190 1199 rVB 168696 178769 5.17% 0.590%
12 9.222 1206 1213 1222 rBV 2651713 2972866 85.90% 9.812%

13 9.328 1228 1231 1239 rVB 61575 72838 2.10% 0.240%
14 9.398 1239 1243 1257 rBV 75004 166422 4.81% 0.549%
15 9.639 1281 1284 1287 rVB 67725 59389 1.72% 0.196%
16 9.704 1292 1295 1301 rVB2 32177 41228 1.19% 0.136%
17 9.904 1325 1329 1342 rVB 989298 1109977 32.07% 3.664%
18 10.292 1392 1395 1397 rBV 77892 59760 1.73% 0.197%
19 10.316 1397 1399 1403 rVB 76755 57273 1.65% 0.189%
20 10.704 1461 1465 1478 rBV 1179746 1534611 44.34% 5.065%
21 10.792 1478 1480 1484 rVB3 43229 51984 1.50% 0.172%
22 10.898 1494 1498 1502 rVB 41453 40776 1.18% 0.135%
23 10.969 1508 1510 1515 rBV 37275 44385 1.28% 0.146%
24 11.033 1518 1521 1534 rVB6 17196 44264 1.28% 0.146%
25 11.239 1553 1556 1566 rVB6 36035 63040 1.82% 0.208%
26 11.333 1569 1572 1575 rBV2 44048 39072 1.13% 0.129%

27 11.404 1580 1584 1596 rBV 776609 942660 27.24% 3.111%
28 11.545 1605 1608 1612 rBV 255007 237606 6.87% 0.784%

29 11.610 1615 1619 1623 rVB4 43689 57835 1.67% 0.191%
30 11.916 1668 1671 1673 rBV2 47093 56217 1.62% 0.186%
31 11.945 1673 1676 1681 rVB 1332449 1169479 33.79% 3.860%
32 12.074 1695 1698 1700 rBV 48417 38609 1.12% 0.127%
33 12.427 1755 1758 1762 rBV2 39163 52707 1.52% 0.174%
34 12.463 1762 1764 1767 rVB 75474 59015 1.71% 0.195%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103560.D

Aca On : 9 Mar 2018 16:40

Operator : SJ/JU

Sample : J1855-03

Misc :

ALS Vial : 11 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 12.545 1776 1778 1786 rVV2 25423 39017 1.13% 0.129%

36 12.833 1824 1827 1830 rBV 164714 152259 4._.40% 0.503%
37 12.986 1848 1853 1860 rBV 1630941 1660546 47.98% 5.481%
38 13.192 1883 1888 1892 rBV 267978 255717 7.39% 0.844%
39 13.533 1943 1946 1950 rBV 226623 204822 5.92% 0.676%
40 13.863 1999 2002 2008 rBV 256586 268995 7.77% 0.888%

41 14.004 2023 2026 2029 rBV 104217 92332 2.67% 0.305%
42 14.063 2032 2036 2044 rBVY 614141 753495 21.77% 2.487%
43 14.180 2054 2056 2060 rVB 71385 65509 1.89% 0.216%
44 14.492 2107 2109 2113 rBV4 49891 59372 1.72% 0.196%

45 15.574 2289 2293 2300 rVB 366267 521873 15.08% 1.723%

Sum of corrected areas: 30297275
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103560.D

Aca On : 9 Mar 2018 16:40

Operator : SJ/JU

Sample : J1855-03

Misc :

ALS Vial : 11 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: BF103560.D
3000000 6|64

2500000 549
6.50 702

2000000
7.43

1500000

1000000 6.86

500000

5.10 7.59
C---|----|----|----|----|----|J-¥---|----|----|----|----|---

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: BF103560.D
3000000

9.22
2500000

2000000
12.99

1500000 11.95
10.70
9.90

1000000 815

500000 13.19 1353

gfqgﬁ 9830 9640 M2 Homsemosl

O A e e 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: BF103560.D
3000000

2500000
2000000
1500000
1000000

14.06

15.57
5000001 13.86
14.004.18 14.49

o T T T T

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\BF030918\
Data File : BF103560.D

Aca On : 9 Mar 2018 16:40

Operator : SJ/JU

Sample : J1855-03

Misc :

ALS Vial : 11 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.10 2.24 ng 105864 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Hexane. l-ethoxv- 130 C8H180 005756-43-4 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 512 (5.098 min): BF103560.D (-510) (-) m/z 43.00 100.00%
a3
59
5000
| 83 1?1 480 500 520 540
o~ m/z 59.00 57.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AR AR AR
4.80 5.00 5.20 5.40
59 m/z 101.00 14.02%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 57.95 13.77%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- S A REEEEREE
59 4.80 5.00 5.20 5.40
m/z 42.00 8.64%
5000
a1 101
0 15 \\3\1 \‘H 53\\\“ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103560.D

Aca On : 9 Mar 2018 16:40

Operator : SJ/JU

Sample : J1855-03

Misc :

ALS Vial : 11 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 unknown6.64 Concentration Rank 1

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

6.64 66.75 ng 3156180 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 774 (6.639 min): BF103560.D (-770) (-) m/z 132.00 100.00%
5000 68
6
40 54 ‘ 75 104 6.40 6.60 6.80 7.00
0....,...:I'!..‘lﬁ!!..,}!.'.l,..'-..,.E.*.S.,..!.,.'!..,.1.1?.,....,"...,.. m/z 68.00 41.62%
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
3 78 m/z 134.00 33.32%
1 33
44
0”'Wh”wPl”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 65.95 28.43%
41 97
53 . 117
0 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 16.27%
5000
33 44 g7 105
51 60 70 78 g “ 115
O S S o o T i R E R A A
m/z--> 30 40 50 6|0 70 8|O 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\BF030918\
Data File : BF103560.D

Aca On : 9 Mar 2018 16:40

Operator : SJ/JU

Sample : J1855-03

Misc :

ALS Vial : 11 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 Propanoic acid, 2-methyl-, ... Concentration Rank 8

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

9.09 3.22 ng 178769 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 83
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 64
3 Propanoic acid. 2-methvl-., 3-hvd... 216 C12H2403 074367-34-3 43
4 Propanoic acid. 2-methvl-. 2-met... 144 C8H1602 000097-85-8 40
5 Propanoic acid, 2-methyl-, 1-(1,... 286 C16H3004 074381-40-1 38

Abundance Scan 1191 (9.092 min): BF103560.D (-1186) (-) m/z 71.00 100.00%
7
43
5000
83
” ‘| JEEE! 43 173 8.80 9.00 9.20 9.40
0,..”ﬂhﬂﬂpu ,Hnd,”..“.”,u”.“..w..” e o m/z 43.00 73.02%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #74090. Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
7
43
5000 ISR AR R
56 8.80 9.00 9.20 9.40
83 m/z 55.95 31.32%
0 ,....,....,....,....,.%%%,....ﬁ%%.. ,.}7?,.... S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71
43 8.80 9.00 9.20 9.40
5000 m/z 83.00 29.11%
56 a3
0 2! 98 111 157 143 150 173185108 215 243
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74089: Propanoic acid, 2-methyl-, 3-hydroxy-2,4,4-trimeth...
7 8.80 9.00 9.20 9.40
56 m/z 55.00 22 .39%
43
5000 89

\‘u H \\‘ 114 143155 173

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103560.D

Aca On : 9 Mar 2018 16:40

Operator : SJ/JU

Sample : J1855-03

Misc :

ALS Vial : 11 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 1,2-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.55 5.04 ng 237606 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 86
2 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 83
3 Phthalic acid. butvl 2-methoxvet... 280 C15H2005 1000315-80-0 83
4 Phthalic acid. butvl 3-methvlbut... 292 C17H2404 1000356-80-4 78
5 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404 000089-18-9 78
Abundance Scan 1609 (11.551 min): BF103560.D (-1605) (-) m/z 148.95 100.00%
149
5000
57 '|""|"'ﬂ'|""|""|'
41 11.20 11.40 11.60 11.80

76 gy 104 223
el b 2Ly 121138 | 167 189205 298 | m/z 57.00 22.56%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125896: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)...
149
5000 LA L L L L L L L L B B
11.20 11.40 11.60 11.80
m/z 41.00 11.07%
37 76 104 223
o, ‘ 91 | 121135 | 167 189205 <
T e T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149
11.20 11.40 11.60 11.80
5000 m/z 150.00 9.14%
41 70 223
o 55 "7 83 104 121135 = 167 205 261 279
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1 |
Abundance #127284: Phthalic acid, butyl 2-methoxyethy! ester R L AR,

149 11.20 11.40 11.60 11.80
m/z 104.00 7.50%

5000 58

29 45 ‘ 76 1045 | a7 207 223 250

o) SOl N S e €y S SND W (SN —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103560.D

Aca On : 9 Mar 2018 16:40

Operator : SJ/JU

Sample : J1855-03

Misc :

ALS Vial : 11 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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.83 4.04 ng 152259 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
4 Octacosane 394 C28H58 000630-02-4 78
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 78
Abundance Scan 1826 (12.827 min): BF103560.D (-1824) (-) m/z 57.00 100.00%
57
A | 113 145 169189 1260 12,80 13,00 13.20
Olrrprrrdtll el e R M e e e || M7z 43.00 76.67%
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 RN UL SULELLE BB B
12 60 12. 80 13. 00 13 20
29 m/z 71.00 58.49Y%
113
o ‘ |0 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
"' 12160 1280 13.00 13.20
5000 g5 m/z 85.00 48 .14%
29
0 113 141 169 212
B LR L B LA AN LR LA N LR LA AR LA RARAS LR AR RARRN AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83051: Dodecane, 2-methyl-6-propyl- A L B e B
57 12.60 12.80 13.00 13.20
m/z 41.00 30.88%
- ] ,JV\AW\M
140
ST O A < e - 226
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 3(')0 350 34'10 12 60 12. 80 13. 00 13 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103560.D

Aca On : 9 Mar 2018 16:40

Operator : SJ/JU

Sample : J1855-03

Misc :

ALS Vial : 11 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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.19 6.79 ng 255717 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 1888 (13.192 min): BF103560.D (-1883) (-) m/z 57.00 100.00%
57
5000 85 NNAJl\ﬁ/V~Aqu
TTTTTT T T T T T T T T
113 141 12.80 13.00 13.20 13.40 13.60
ol J~, AT, T 169101211252 281303 m/z 71.00 62.22%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane L‘Jv
5000 AL IV BN BN B
85 12:80 13.00 13.20 13.40 13.60
m/z 43.00 61.36%
0 ??‘ ||| 118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
12:80 13.00 13.20 13.40 13.60
5000 g5 m/z 85.00 43.76%
29
0 113 141 169 212
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane e LR e
57 12.80 13.00 13.20 13.40 13.60
m/z 41.00 24 _.32%
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1&1,0 200 250 300 350 ' 12:80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103560.D

Aca On : 9 Mar 2018 16:40

Operator : SJ/JU

Sample : J1855-03

Misc :

ALS Vial : 11 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.53 5.44 ng 204822 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Hexadecane 226 C16H34 000544-76-3 91

Abundance Scan 1945 (13.527 min): BF103560.D (-1943) (-) m/z 57.00 100.00%

g7
5000

13.20 13.40 13.60 13.80

141 162 179 197 219

249

0! m/z 43.00 60.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57
5000 TT LR B TTT T T
4 85 1320 13.40 13.60 13.80
m/z 71.00 60.65%
113
ol.15 J “ | 7,141 169 197 225 253268 296
R BRAR L E Ba o L B L B A RARAA RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R R e e  RRRA
13.20 13.40 13.60 13.80
m/z 85.00 40.95%
5000 41 85

113 141 169 196211 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane T T e
57 13.20 13.40 13.60 13.80
m/z 55.00 22 .64%
5000 85
4
. DLl ™ 14 160 197 205 25
e T R R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80

8270-BF022218 .M Mon Mar 12 11:45:31 2018 Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103560.D

Aca On : 9 Mar 2018 16:40

Operator : SJ/JU

Sample : J1855-03

Misc :

ALS Vial : 11 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 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.86 7.14 ng 268995 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 80
3 Tetradecane 198 C14H30 000629-59-4 58
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 58
5 Methyl 2-tetradecyloxiranecarbox... 298 C18H3403 1000213-09-0 55
Abundance Scan 2002 (13.863 min): BF103560.D (-1999) (-) m/z 57.00 100.00%

57

5000

?

163
13.60 13.80 14.00 14.20
225
o 184 201 243 267283 300 m/z 43.00 70.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83027: Hexadecane
57

?

5000 85 LIS L L L LB L B
13. 60 13. 80 14. 00 14. 20
m/z 71.00 57.27%
113
AECE 0 A O AN S—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
B L
13.60 13.80 14.00 14.20
5000 91 m/z 55.00 42 .82%
41
ol 26 72 1117133 161 189205 224 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane e  RRRaE Bam s
57 13.60 13.80 14.00 14.20
m/z 85.00 42 _.26%
4
0 2% ‘ | :\I\-3 s 141 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14. 00 14. 20

8270-BF022218 .M Mon Mar 12 11:45:31 2018 Page: 11



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030918\
Data File : BF103560.D

Acq On : 9 Mar 2018 16:40

Operator : SJ/JU

Sample - J1855-03

Misc :

ALS Vial : 11 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]
2-Pentanone, 4-hy... 5.10 2.2 ng 105864 1 6.86 945725 20.0
unknown6 .64 6.64 66.8 ng 3156180 1 6.86 945725 20.0
Propanoic acid, 2... 9.09 3.2 ng 178769 3 9.90 1109980 20.0
1,2-Benzenedicarb... 11.55 5.0 ng 237606 4 11.40 942660 20.0
Tetracosane 12.83 4.0 ng 152259 5 14.06 753495 20.0
Heptacosane 13.19 6.8 ng 255717 5 14.06 753495 20.0
Heneicosane 13.53 5.4 ng 204822 5 14.06 753495 20.0
Hexadecane 13.86 7.1 ng 268995 5 14.06 753495 20.0
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