LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\

Data File : BF104068.D

Aca On : 29 Mar 2018 22:52

Operator : JU/SJ

3?22Ie ; J2103-01 e
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-BF032818.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 2.293 30 35 42 rVB 78698 105579 4_.03% 0.496%
2 5.204 526 530 540 rBV 54030 77583 2.96% 0.364%
3 5.598 593 597 619 rBY 1209753 1916851 73.20% 8.998%
4 6.598 763 767 787 rBVY 1283668 2154569 82.28% 10.114%
5 6.739 787 791 826 rVV 1660121 2618674 100.00% 12.293%
6 6.969 826 830 852 rvVv 375057 729721 27.87% 3.425%
7 7.122 852 856 889 rVB 1331333 1787105 68.24% 8.389%
8 7.528 922 925 948 rBV 771630 1360847 51.97% 6.388%
9 7.681 949 951 965 rVB2 23420 43482 1.66% 0.204%
10 8.245 1044 1047 1069 rBV 637051 893050 34.10% 4.192%

11 9.316 1225 1229 1238 rBV 1959394 2152836 82.21% 10.106%
12 9.710 1291 1296 1302 rBV 147194 217971 8.32% 1.023%

13 9.857 1318 1321 1323 rBV2 71845 64818 2.48% 0.304%
14 9.904 1327 1329 1333 rVB2 93579 94069 3.59% 0.442%
15 9.945 1333 1336 1338 rBvV2 39448 42602 1.63% 0.200%
16 10.004 1343 1346 1358 rVB 858932 969892 37.04% 4 _553%
17 10.233 1383 1385 1389 rBV3 27805 27943 1.07% 0.131%
18 10.333 1400 1402 1404 rBV3 41130 29668 1.13% 0.139%

19 10.404 1411 1414 1418 rVvB2 217501 210861 8.05% 0.990%
20 10.457 1419 1423 1429 rVVv4 102310 162080 6.19% 0.761%

21 10.633 1450 1453 1456 rBV 108360 97937 3.74% 0.460%
22 10.798 1478 1481 1489 rBV 899286 1273668 48.64% 5.979%
23 10.898 1495 1498 1501 rVB 234295 253507 9.68% 1.190%
24 11.369 1575 1578 1580 rBV 153187 161280 6.16% 0.757%
25 11.504 1598 1601 1609 rVB 594052 682492 26.06% 3.204%

26 13.086 1866 1870 1878 rBV 1444176 1546003 59.04% 7.257%
27 13.963 2015 2019 2025 rBV 112550 144327 5.51% 0.678%
28 14.104 2039 2043 2048 rVB 316691 279753 10.68% 1.313%
29 14.157 2048 2052 2062 rBV 525162 639058 24.40% 3.000%
30 15.698 2309 2314 2327 rVB 322373 564649 21.56% 2.651%

Sum of corrected areas: 21302875
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104068.D

Aca On : 29 Mar 2018 22:52

Operator : JU/SJ

Sample : J2103-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.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: BF104068.D

6.74

1500000

6.60 7.12

5.60

1000000
7.53

500000 6.97

2.29 5.20 768

P e

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: BF104068.D
9|32

13.09

1500000

10.80 11.50

1000000

8.25

500000

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: BF104068.D

1500000

1000000

14.16

500000 14.10 15.70

13.96

O 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\BF032918\
Data File : BF104068.D

Aca On : 29 Mar 2018 22:52

Operator : JU/SJ

Sample : J2103-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 8

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

2.29 2.89 ng 105579 1,4-Dichlorobenzene-d4 6.97
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 43
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 23
4 1.4-Butanediamine 88 C4H12N2 000110-60-1 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 35 (2.293 min): BF104068.D (-30) (-) m/z 73.10 100.00%
3
5000 /\
43
55 87 g\
220 2.40 260
Ol prrrrrrre bl b e e~ m/Zz 43.05 33.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L L I L
43 220 2.40 260
55 87 m/z 87.10 24.34%
I
mz-> 20 30 40 s'o 60 70 80 90 100 110 120 130
Abundance
73
87 ot ot
220 2.40 2.60
5000 41 55 m/z 55.10 23.69%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8363: 3-Hexanol, 2-methyl-
5 73 220 240 2.60
m/z 71.10 12 .50%
5000
43
o | %1 371, . 67|, 83 97 115
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.40 260
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104068.D

Aca On : 29 Mar 2018 22:52

Operator : JU/SJ

Sample : J2103-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 9

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

5.20 2.13 ng 77583 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 28
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 27
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23

Abundance Scan 529 (5.198 min): BF104068.D (-526) (-) m/z 43.00 100.00%
43
59
5000
101 RS S R
N 51| 83 480 5.00 520 5.40 5.60
r-r—rrt—rrth-—rrre e m/z 59.00 64.78%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R RN SRR SRR
59 480 5.00 520 5.40 5.60
m/z 101.00 21.79%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540 5.60
0
5000 101 m/z 58.00 15.26%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone L
59 480 5.00 520 5.40 5.60
m/z 41.00 9.66%
5000 43
31
0 ]75 L [ N 69 87
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104068.D

Aca On : 29 Mar 2018 22:52

Operator : JU/SJ

Sample : J2103-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 3 unknown6.74 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.74 71.77 ng 2618670 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9

5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 791 (6.739 min): BF104068.D (-787) (-) m/z 132.00 100.00%
132
5000 68 Jt
0 s || 77 g7 P agsiss J 510 5k 6k0 7h0 |
0 S T Y 1 YA . N | m/z 68.05  37.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 LI L L L L L LB L |
97 6.40 6.60 6.80 7.00
‘ 117 m/z 134.00 33.05%
79 ‘
0....‘,‘..“.‘. e e Lo
m/z--> 60 80 100 120 140 160 180
Abundance
132
69 R N N REmas
104 6.40 6.60 6.80 7.00
5000 m/z 66.00 22.69%
31 51 8
O T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 14 _.38%
116
5000 98 Jk
SIS NI W I T N S - S | O
m/z--> 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\BF032918\
Data File : BF104068.D

Aca On : 29 Mar 2018 22:52

Operator : JU/SJ

Sample : J2103-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 3-Fluorobenzoic acid, 4-tet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.40 4_.35 ng 210861 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Fluorobenzoic acid. 4-tetradec... 336 C21H33F02 1000280-60-6 50
2 3-Fluorobenzoic acid. 2-tridecvl... 322 C20H31F02 1000280-60-2 47
1-(1-Ethvl-2.3-dimethvl-cvclopen... 166 C11H180 1000185-18-6 43
4 4-Nitrophenvl bicvclol4.1.0Thept... 261 C14H15N04 328938-65-4 43
5 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO2 1000306-89-3 43
Abundance Scan 1413 (10.398 min): BF104068.D (-1411) (-) m/z 123.10 100.00%
109
5000 o 69 g1 %
41
i A7 122 10,06 1020 1040 10,80 10580
151 193 : : : : :
o 167119 m/z 109.10  50.06%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #174083: 3-Fluorobenzoic acid, 4-tetradecyl ester
123
5000 U SR SRR BN
10.00 10.20 10,40 10.60 10.80
m/z 69.10 45_97%
IV
ok \\ A m m 1%1 14153 168 | 213
m/z--> 100 120 140 160 180 200 220
Abundance
123
10.00 10.20 10.40 10.60 10.80
5000 43 m/z 95.10 42.87%
55 95
29 %9 g3 141 182
0 111 154167 199
miz-> 20 40 60 8 100 120 140 160 180 200 220
Abundance #35105: 1-(1-Ethyl-2,3-dimethyl-cyclopent-2-enyl)-ethanone A EEEEE B
123 10.00 10.20 10.40 10.60 10.80
m/z 81.10 38.02%
5000
81
43
o2 S L0 | g 166
miz-> 20 40 eb 85 160 120 140 160 180 200 220 10.00 10.20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104068.D

Aca On : 29 Mar 2018 22:52

Operator : JU/SJ

Sample : J2103-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknownl10.46 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.46 3.34 ng 162080 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. [(2-bromoethv)thiol- 216 C8HIBrsS 004837-01-8 38
2 Acetaldehvde. (3.3-dimethvilcvclo... 152 C10H160 026532-24-1 37
3 Cvclopentanecarboxvlic acid. 3-i... 290 C19H3002 1000151-83-4 32
5-(1-Bromo-1-methyl-ethvl)-2-met... 234 C10H19BroO 1000188-65-7 25
5 3-Penten-2-one, 4-(2,2,6-trimeth... 222 C14H2202 089128-12-1 22
Abundance Scan 1424 (10.463 min): BF104068.D (-1419) (-) m/z 137.10 100.00%
137
109
5000
55 8l 193
221 UL ISR BN SUNRR B
3 166 \ || 236 10.20 10.40 10.60 10.80
0 el b Tm/z 109.10  53.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74571: Benzene, [(2-bromoethyl)thio]-
109 137
5000 LN IR BN SULILE S
65 10,20 10.40 10,60 10.80
45 216 m/z 95.05 42 .79%
21 91 188
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
137
i 109 10.20 10.40 10.60 10.80
5000 69 m/z 81.10 35.04%
o1 152
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #136428: Cyclopentanecarboxylic acid, 3-isopropylidene-, b... R REEmEmEm s
8 137 10.20 10.40 10.60 10.80
109 m/z 123.10 33.78%
5000
ol I l M uH I 154 181 212 275290
m/z--> 20 45 60 80 100 120 150 160 180 200 220 240 260 280 10,20 10.40 10,60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104068.D

Aca On : 29 Mar 2018 22:52

Operator : JU/SJ

Sample : J2103-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.02 ng 97937 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
2 Hexadecane 226 C16H34 000544-76-3 83
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 80
4 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 80
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 1452 (10.627 min): BF104068.D (-1450) (-) m/z 57.10 100.00%
g7
1 A/\/\’/\/\/‘/\,VJL//M
5000
43 g5
|| sons 137 159178 101 515 20 1040 10,60 10180 11,00

Ol i L b | M/z 71.10 61.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
71
43

5000 LA L L L L LB
85 10,40 10,60 10.80 11.00
- m/z 43.10 38.95%
99 113127
ol L T 141155160183197011955530053267 282
S P S S N S A - i = e T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 41
S
10.40 10.60 10.80 11.00
5000 85 m/z 41.10 34.12%
99
29 113
o1 127141155169183197211 226
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105904: Pentadecane, 2,6,10-trimethyl- R AEEmEEES L
57 10.40 10.60 10.80 11.00
m/z 85.10 31.20%
43
5000 l
85
2 99113
o L J | °127141155169183197211225239 254
SN P SV Y S = Lt T 2 S S e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104068.D

Aca On : 29 Mar 2018 22:52

Operator : JU/SJ

Sample : J2103-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

10.90 7.43 ng 253507 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 91
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
3 Hexadecane. 2.6.10-trimethvl- 268 C19H40 055000-52-7 80
4 Dodecane 170 C12H26 000112-40-3 72
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 68

Abundance Scan 1498 (10.898 min): BF104068.D (-1495) (-) m/z 57.10 100.00%

57 71

5000

10.60 10.80 11.00 11.20
m/z 71.10 86.02%

99 113

o 127141 155169183 201 216 233 250
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57
71
5000 43 LIS L L L L L L L L LB
85 10 60 10. 80 11. OO 11. 20
29 9 113 m/z 43.10 48.62%
o |1 ‘ | 127141155169 "% 197 211205230253 268
,.“.P.”,”.W.H.P.“,”...”......“...” AR RREERST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
71 R N ELmEE
43 10.60 10.80 11.00 11.20
5000 m/z 85.05 31.83%
85
29 99 113127

141155169183197 211225239 253267 282

miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117657: Hexadecane, 2,6,10-trimethyl- R R B
57 10.60 10.80 11.00 11.20
n m/z 41.10 24.95%
5000 43
85 112 183
o 1y J | 127141155169 | 107211225239253268
L R G LA e
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104068.D

Aca On : 29 Mar 2018 22:52

Operator : JU/SJ

Sample : J2103-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.37 4.73 ng 161280 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hexadecane. l-iodo- 352 C16H331 000544-77-4 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 1578 (11.369 min): BF104068.D (-1575) (-) m/z 57.10 100.00%
g7
5000 85
A4 S 17 e s 1100 1120 1140 1160
0---|nn|-u |||II||=IIIWMWTWW m/z 71.10 80.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94344: Heptadecane
57
5000 85 AL LA AL SRR B
11,00 11.20 11.40 11.60
29 m/z 85.10 49 _35%
0 ‘\ H H Ll 1:\}3 i 14\.1 L 169 197 240
m/z--> 2'0 4'0 60 80 100 120 140 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
11,00 11.20 11,40 11.60
5000 g5 m/z 43.10 36.17%
29
0 113 141 169 197 226
B AL RAARY IR LA RARAN LALAN RARAN SRS LALAY RARAS LARAN RAARNRARAN BARR) RARA RARAI A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane L B o
57 11.00 11.20 11.40 11.60
m/z 41.00 19.15%
5000 85
29 113
0 | o T, 14 169 197 225 253 281 309 338
m/z--> %45&&M&mmmmmmmmm%mmmmmm 11,00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104068.D

Aca On : 29 Mar 2018 22:52

Operator : JU/SJ

Sample : J2103-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.96 4.52ng 144327  Chrysene-di2 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95

2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95

959010-23-2 95
018435-45-5 94
006222-06-6 94

3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302
4 1-Nonadecene 266 C19H38
5 Pentafluoropropionic acid, tetra... 360 C17H29F502

Abundance Scan 2019 (13.963 min): BF104068.D (-2015) (-) m/z 83.10 100.00%
57
5000 N“"MJLJL,W
R AR EEEEE T
138156 181201 227 549 13.60 13.80 14.00 14.20
0 m/z 97.10 94 .79%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57
5000 LA L L L L L B
13.60 13.80 14.00 14.20
29 m/z 57.00 94 .05%
oL Ll \‘ I 139 163182 20 237255 356
———— — — T
m/z--> 50 O 250 300 350
Abundance
57 83
R A B R B ma S
13.60 13.80 14.00 14.20
5000 11 m/z 69.10 90.37%
29
o 139 168 101210 238 66 295
e R e e e
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester R AR EEEEE T
13.60 13.80 14.00 14.20
83 m/z 55.05 87.51%
5000 111
29
o | | JMO 182 210 557255 506
- IIIIII IIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032918\
Data File : BF104068.D

Acq On : 29 Mar 2018 22:52

Operator : JU/SJ

Sample - J2103-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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... 2.29 2.9 ng 105579 1 6.97 729721 20.0
2-Pentanone, 4-hy... 5.20 2.1 ng 77583 1 6.97 729721 20.0
unknown6 .74 6.74 71.8 ng 2618670 1 6.97 729721 20.0
3-Fluorobenzoic a... 10.40 4.3 ng 210861 3 10.00 969892 20.0
unknown10.46 10.46 3.3 ng 162080 3 10.00 969892 20.0
Hexadecane, 2,6,1... 10.63 2.0 ng 97937 3 10.00 969892 20.0
Pentadecane, 2,6,... 10.90 7.4 ng 253507 4 11.50 682492 20.0
Heptadecane 11.37 4.7 ng 161280 4 11.50 682492 20.0
Pentafluoropropio... 13.96 4.5 ng 144327 5 14.16 639058 20.0
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