LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070517\

Data File : BF096496.D

Aca On 5 Jul 2017 20:51 Instrument :
Operator : SJ/MA BNA_F

Sample - 14049-04 ClientSampleld :
Misc - DRUM-1-070317
ALS Vial : 26 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-BF070117.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 3.063 164 166 174 rBvV2 22807 48640 1.74% 0.206%
2 4.904 474 479 490 rVB 315033 430497 15.39% 1.820%
3 5.328 546 551 554 rBY 2709320 2652995 94.82% 11.216%
4 6.351 720 725 728 rBVY 2591372 2797963 100.00% 11.829%
5 6.481 743 747 751 rBVY 2766749 2683909 95.92% 11.347%
6 6.710 783 786 790 rVB 816972 641198 22.92% 2.711%
7 6.786 794 799 806 rBV 29829 61310 2.19% 0.259%
8 6.869 809 813 816 rBVY 2331257 2011781 71.90% 8.505%
9 7.269 876 881 884 rBVY 1578418 1652211 59.05% 6.985%
10 7.375 894 899 902 rBV 38432 40332 1.44% 0.171%

11 7.992 1000 1004 1007 rBV 1088772 848012 30.31% 3.585%
12 9.075 1183 1188 1191 rBV 2878107 2596770 92.81% 10.979%
13 9.463 1251 1254 1257 rBV 396363 302806 10.82% 1.280%
14 9.745 1298 1302 1306 rBVv2 900835 769262 27.49% 3.252%

15 9.869 1320 1323 1327 rVB 43172 39500 1.41% 0.167%
16 10.086 1356 1360 1362 rBV 52370 50165 1.79% 0.212%
17 10.416 1411 1416 1421 rBV 49496 62101 2.22% 0.263%
18 10.533 1432 1436 1439 rBV 1211769 1133726 40.52% 4_.793%
19 10.633 1450 1453 1456 rBvV 105262 84772 3.03% 0.358%
20 10.663 1456 1458 1459 rVvVv 67697 52640 1.88% 0.223%

21 10.680 1459 1461 1468 rVB 107791 100389 3.59% 0.424%
22 11.110 1532 1534 1537 rBV 53676 54112 1.93% 0.229%
23 11.145 1537 1540 1545 rVB 144984 140818 5.03% 0.595%
24 11.227 1550 1554 1557 rVvVv 633881 548821 19.62% 2.320%

25 11.492 1597 1599 1603 rBV 64269 62405 2.23% 0.264%
26 11.798 1648 1651 1655 rBV 126719 117899 4.21% 0.498%
27 11.839 1655 1658 1660 rBV3 54130 71366 2.55% 0.302%
28 12.010 1685 1687 1689 rVB2 61077 43323 1.55% 0.183%

29 12.227 1722 1724 1729 rVB 160797 172061 6.15% 0.727%
30 12.445 1758 1761 1764 rBV 172148 201241 7.19% 0.851%

31 12.480 1764 1767 1770 rBV2 131467 197292 7.05% 0.834%

32 12.816 1821 1824 1831 rBV2 1531585 1761388 62.95% 7.447%
33 13.868 2000 2003 2006 rVB 1260457 1221077 43.64% 5.163%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096496.D

Aca On : 5 Jul 2017 20:51

Operator : SJ/MA

Sample : 14049-04

Misc :

ALS Vial : 26 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF070117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 23652782
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096496.D

Aca On : 5 Jul 2017 20:51

Operator : SJ/MA

Sample : 14049-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance :
4000000 TIC: BF096496.D

3000000
6.48
5.33 6.35

6.87

2000000

1000000 6.71

4.90
3.06 A | 6.78 7.37

e e L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance 5
4000000 TIC: BF096496.D

3000000 9.07

12.82

2000000

7.99
1000000 9.75

11.23

D 11.49 1448842.0

ﬂﬂﬁ

0.8710.09 10.4710EES

o A e et 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 -
4000000 1487 TIC: BF096496.D

3000000

2000000

1000000

O T T T T 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 : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096496.D

Aca On : 5 Jul 2017 20:51

Operator : SJ/MA

Sample : 14049-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 3

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

4.90 13.43 ng 430497 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-0Oxohexanenitrile 111 C6HONO 010412-98-3 9
4 1.2-Butanediol 90 C4H1002 000584-03-2 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 478 (4.898 min): BF096496.D (-474) (-) m/z 43.00 100.00%
43.0
59.1
5000
| T ik ako Sbo 850
A w i R e Y m/z 59.10 52.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL L
59.0 460 480 500 520
m/z 101.10 13.85%
31.0 101.0
'w'“w'“Tﬂ““ﬂ'“v'“l““l“'ﬁigw'“wh“'VH'w'“l““l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.00 13.30%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6108: 5-Oxohexanenitrile i e e
43.0 460 4.80 5.00 5.20
m/z 41.00 8.79%
5000
150 270 || 550 %80 839 96.0 1100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096496.D

Aca On : 5 Jul 2017 20:51

Operator : SJ/MA

Sample : 14049-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 unknown6.48 Concentration Rank 1

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

6.48 83.72 ng 2683910 1,4-Dichlorobenzene-d4 6.71
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 747 (6.481 min): BF096496.D (-743) (-) m/z 132.00 100.00%
13%.0
5000
UL AR R LR
401 540 | %O 620 6.40 6.60 6.80
..,....,....,...:,“.'...,....,.:..,....,??.9 eodro M "m/z 68.10 39.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 U SR SRS
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.00 31.44Y%
'WH'W“'W“J“J'ww'w'“w'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 26.20%
41.0 97.0
53.0
79.0 117.0
wmwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LI L L L L N B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.74%
5000
104.0
140 270 300 510 %0710 500 | 150 ||
m/z--> 15 25 §o Jo 55 eb fo 85 gb 160 110 150 1§0 150 an aho a%o a%o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096496.D

Aca On : 5 Jul 2017 20:51

Operator : SJ/MA

Sample : 14049-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Benzenesulfonamide, N,4-dim... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.63 3.09 ng 84772 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 90
2 Cvclohepta-2.4.6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 64
3 4-ToluenesulfonvImethvl isocvanide 195 C9H9NO2S 036635-61-7 43

4 Ethvl(E/2)-_alpha.-cvano-4-nitro... 416 C19H16N207S 1000287-26-8 38
5 3-Benzylsulfanyl-3-fluoro-2-trif... 294 C12H10F402S 1000275-92-0 38

Abundance Scan 1452 (10.627 min): BF096496.D (-1450) (-) m/z 91.00 100.00%
91.0
5000
65.0
R S
39.0 | | 1211 1o 0155'0 18?1 10.40 10.60 10.80 11.00
SSMREMRSSNNRS IS WP WHRNR TR | NIV RMMAME NS AN m/z 65.00 26.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49673: Benzenesulfonamide, N,4-dimethyl-
91.0
5000
185.0 10.40 10.60 10.80 11.00
30.0 65.0 155.0 m/z 92.00 18.23%
15'0 L ‘ 50\'0 l In Il 12\:‘L.O 139'0 ‘\ 1
o T I e e o R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0
10.40 10.60 10.80 11.00
5000 185.0 m/z 185.10 15.05%
155.0
65.0
30.0 121.0
50.0 139.0
R L e L I e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57502: 4-Toluenesulfonylmethyl isocyanide
91.0 10.40 10.60 10.80 11.00
m/z 155.00 14.67%
5000
65.0 155.0
39.0
131.0
140 LA 111.0 ‘ 195.0
e e B B o o B e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096496.D

Aca On : 5 Jul 2017 20:51

Operator : SJ/MA

Sample : 14049-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Octane, 3,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.68 3.66 ng 100389 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 64
2 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 64
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 59
4 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 59
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 58
Abundance Scan 1461 (10.680 min): BF096496.D (-1459) (-) m/z 57.00 100.00%
57.0
5000
Y T 6 "0/40 1060 10580 11,00
131.2 1 : : : :
P L i L ARR2 1552 1832 a2 e 64 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19198: Octane, 3,6-dimethyl-
57.0
5000 LR BN SULLN UL UL
10,40 10.60 10.80 11.00
29.0 113.0 m/z 43.10 30.90%
|||||||||||||||||||85||0|||||||||||]|-4|.2|‘?||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
10,40 10.60 10,80 11.00
5000 m/z 56.00 23.41%
29.0 98.0
79.0 141.0 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19167: Nonane, 3-methyl- A AR ma
57.0 10.40 10.60 10.80 11.00
m/z 41.00 23.09%
5000
29.0
112.0
m/z--> 40 60 80 100 120 140 160 180 200 220 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096496.D

Aca On : 5 Jul 2017 20:51

Operator : SJ/MA

Sample : 14049-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Tridecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.15 5.13 ng 140818 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 90
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
3 Tetradecane 198 C14H30 000629-59-4 83
4 Eicosane 282 C20H42 000112-95-8 83
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
Abundance Scan 1541 (11.151 min): BF096496.D (-1537) (-) m/z 57.10 100.00%
51.1
5000
85.1
10.80 11.00 11.20 11.40
147.1 197.2
N ,',lh',l,,, 2 e || M/z 71.05  59.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 DA UL BN SRR
850 mmnmnmﬂm'
28.0 1830 m/z 43.05 48 .51%
\‘\ | N | T A ‘11\30\ 1550 ‘ 310.0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 260 280 360
Abundance
57.0
10.80 11.00 11.20 11.40
5000 85.0 m/z 85.10 31.92%
29.0
1130 1410 197.0
ﬁmﬁmrﬂﬂﬁwmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59882: Tetradecane  REREE
57.0 10.80 11.00 11.20 11.40
m/z 55.00 27 .97%
5000 85.0
29.0
198.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 80 11. 00 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096496.D

Aca On : 5 Jul 2017 20:51

Operator : SJ/MA

Sample : 14049-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Sulfurous acid, butyl tride... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.49 2.27 ng 62405 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 80
2 Tridecane. 3-methvl- 198 C14H30 006418-41-3 78
3 Hentriacontane 437 C31H64 000630-04-6 72
4 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 72
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 64
Abundance Scan 1599 (11.492 min): BF096496.D (-1597) (-) m/z 57.05 100.00%
57.0
5000
901 11.20 1140 11,60 11.80
1 411690 : . . .
LN EIetse | Tw/z 43.10  56.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161090: Sulfurous acid, butyl tridecy! ester
57.0
5000 LI BN UL BN R
11.20 1140 11.60 11.80
m/z 71.10 55.38%
LT w0 1930 s
m/z--> 50 100 1éo 260 250 300 350 400 '
Abundance
57.0
11.20 11,40 1160 11.80
5000 m/z 85.10 39.03%
99.0 169.0
mz-> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane I EAmEmEEE RS
57.0 11.20 11.40 11.60 11.80
m/z 55.00 26.24%
5000
99.0
iy 1410 1830 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 1éo 200 250 300 350 400 ' 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096496.D

Aca On : 5 Jul 2017 20:51

Operator : SJ/MA

Sample : 14049-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.23 6.27 ng 172061 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Tetradecane. 3-methvl- 212 C15H32 018435-22-8 86
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
4 Heptacosane 380 C27H56 000593-49-7 78
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 72

Abundance Scan 1724 (12.227 min): BF096496.D (-1722) (-) m/z 57.10 100.00%

57.1
5000

12.00 12.20 12.40 12.60
m/z 43.10 48.83%

141.1 169.21932 2251  267.4
SRR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57.0

29.0 113.0

5000 8.0 L O e
|77 1410 169.0 197.0 2250 254.0

12. OO 12. 20 12. 40 12 60
m/z 71.10 46.17%
Al ‘ Il )
I|""|""|""|""|IIII LS B B S S SRR LA B B &

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

Abundance
57.0
B LA B
12.00 12.20 12.40 12.60
5000 m/z 85.10 26.55%
85.0
20 113.0 183.0
7 141.0 212.0
mwmwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R mEEEE RS S
57.0 12.00 12.20 12.40 12.60
m/z 41.10 16.87%
5000 85.0
113.0
I “ | ) o7, 1410 1830 2110 239.0 2670 2960

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 00 12. 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096496.D

Aca On : 5 Jul 2017 20:51

Operator : SJ/MA

Sample : 14049-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.44 7.33 ng 201241 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 64
2 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 64
3 Hentriacontane 437 C31H64 000630-04-6 64
4 Octadecane. 6-methvl- 268 C19H40 010544-96-4 59
5 2-methyltetracosane 352 C25H52 1000376-72-6 53
Abundance Scan 1760 (12.439 min): BF096496.D (-1758) (-) m/z 57.10 100.00%
51.1
5000
ﬁ 50 1540 k0 a0
141.1 202.1 . . . .
e bl S 2930 3028 m/z 71.10 54.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 LS B BRI I B
nmnmnmnm
m/z 43.10 48 .46%
13.0
.“.‘.l‘.‘l‘.“.““l .“.“..‘lu:!-8.‘3..0‘|...?5|3'.0. T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
12120 12.40 1260 12.80
5000 m/z 85.10 29.05%
970 1390 1830 2350
m/z--> éo 160 1éo 260 250 360 3%0 460 '
Abundance #223852: Hentriacontane b RRREE EE s
57.0 12.20 12.40 12.60 12.80
m/z 55.10 23.20%
5000
99.0
| | | | 1410 1830 225.0 267.0 309.0 351.0 437.0
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 350 4(')0 ! 12'20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096496.D

Aca On : 5 Jul 2017 20:51

Operator : SJ/MA

Sample : 14049-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Sulfurous acid, butyl dodec... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.48 7.19 ng 197292 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 80
2 Eicosane 282 C20H42 000112-95-8 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 72
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 1767 (12.480 min): BF096496.D (-1764) (-) m/z 57.10 100.00%
51.1
5000

12.20 12.40 12.60 12.80
m/z 71.10 55.79%

o

) 09.1 1391 169.1 1971 223.1  263.2 291.3
el
mz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #161090: Sulfurous acid, butyl tridecy! ester
57.0
5000 LA L L L L L L LB
85.0 12.20 12.40 12.60 12.80
290‘ m/z 43.10 52.11%
113.0
S L U N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
N B EE
12.20 12.40 12.60 12.80
5000 m/z 85.10 44 _17%
85.0
29.0

113.0 141.0 169.0 197.0 225.0 253.0 282.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #83024: Hexadecane N B EE

57.0 12.20 12.40 12.60 12.80
m/z 41.10 24._68%

5000
85.0
29.0
1‘ ,113.0 141.0 169.0 226.0

P.”,”“,”.q”.w.”q.”.P”.P.”P.”,””,”..”...HW.H.P” R R RMEES

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12. 60 12. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
Data File : BF096496.D

Acq On : 5 Jul 2017 20:51

Operator : SJ/MA

Sample : 14049-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.90 13.4 ng 430497 1 6.71 641198 20.0
unknown6 .48 6.48 83.7 ng 2683910 1 6.71 641198 20.0
Benzenesulfonamid... 10.63 3.1 ng 84772 4 11.23 548821 20.0
Octane, 3,6-dimet... 10.68 3.7 ng 100389 4 11.23 548821 20.0
Tridecane, l1l-iodo- 11.15 5.1 ng 140818 4 11.23 548821 20.0
Sulfurous acid, b... 11.49 2.3 ng 62405 4 11.23 548821 20.0
Octadecane 12.23 6.3 ng 172061 4 11.23 548821 20.0
Hexadecane, 2,6,1... 12.44 7.3 ng 201241 4 11.23 548821 20.0
Sulfurous acid, b... 12.48 7.2 ng 197292 4 11.23 548821 20.0
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