LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 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-BF040618.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 5.016 494 498 504 rvB 64215 79127 3.93% 0.340%
2 5.434 564 569 582 rBVY 1979491 1889860 93.77% 8.120%
3 6.457 738 743 760 rBVY 1926287 2015354 100.00% 8.659%
4 6.581 760 764 772 rBVY 2121470 1934705 96.00% 8.313%
5 6.810 799 803 806 rBV 773966 642421 31.88% 2.760%
6 6.963 825 829 833 rBVY 1857699 1552541 77.04% 6.671%
7 7.375 895 899 902 rBVY 1217787 998373 49.54% 4 _.290%
8 8.092 1018 1021 1027 rBV 931983 775945 38.50% 3.334%
9 8.551 1097 1099 1102 rVB2 47043 43933 2.18% 0.189%
10 8.628 1108 1112 1118 rBV7 29149 76092 3.78% 0.327%
11 8.722 1123 1128 1130 rBV5 29738 53201 2.64% 0.229%
12 8.775 1134 1137 1142 rVV6 38920 60946 3.02% 0.262%
13 8.863 1149 1152 1155 rBv4 31265 45554 2.26% 0.196%
14 8.916 1159 1161 1165 rvv4 46153 55972 2.78% 0.240%
15 8.969 1167 1170 1173 rVvv4 36273 49319 2.45% 0.212%
16 9.081 1187 1189 1191 rBvV2 92343 70871 3.52% 0.305%
17 9.110 1191 1194 1199 rVB5 83194 90812 4_.51% 0.390%

18 9.169 1200 1204 1208 rBV 2299068 1927013 95.62% 8.280%
19 9.239 1213 1216 1220 rBV2 144904 185929 9.23% 0.799%
20 9.480 1254 1257 1259 rBV3 111192 120561 5.98% 0.518%

21 9.563 1267 1271 1274 rBvV2 381023 531343 26.36% 2.283%
22 9.710 1293 1296 1299 rBV 358290 397394 19.72% 1.707%
23 9.757 1301 1304 1306 rVB 478097 409983 20.34% 1.762%
24 9.833 1314 1317 1318 rBV2 209196 240018 11.91% 1.031%
25 9.851 1318 1320 1323 rVB 815093 637891 31.65% 2.741%

26 10.098 1360 1362 1366 rBV4 214522 333712 16.56% 1.434%
27 10.169 1371 1374 1375 rBV3 266967 276499 13.72% 1.188%
28 10.257 1386 1389 1391 rBV2 623453 590731 29.31% 2.538%
29 10.498 1428 1430 1435 rVB 452803 448497 22.25% 1.927%
30 10.651 1453 1456 1460 rBV2 774036 965921 47.93% 4 _.150%

31 10.769 1473 1476 1479 rBV 1441597 1386426 68.79% 5.957%
32 11.239 1553 1556 1561 rVB 1106036 1186136 58.85% 5.096%
33 11.351 1573 1575 1578 rBV 607240 516338 25.62% 2.218%
34 12.939 1842 1845 1848 rVB 1213951 1070913 53.14% 4.601%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.992 2021 2024 2031 rVB 602497 589095 29.23% 2.531%
36 14.474 2103 2106 2110 rVB 478099 472675 23.45% 2.031%

37 15.092 2208 2211 2219 rVB 122025 135503 6.72% 0.582%
38 15.462 2270 2274 2281 rVB2 319221 416874 20.68% 1.791%

Sum of corrected areas: 23274478
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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\BF042318\

BF104710.D

23 Apr 2018 15:34

JussJ

J2496-01

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104710.D

5.43

5.02

6.58
6.46

6.96

6.81

7.37

0 —
Time-->

A
L R B |

5.00

5.50

6.00

T
2.50

3.00

3.50

4.00

4.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104710.D
10,77 .24

11.35

11

10.6!
9.17

10.50
10.26
9.85

10

9.7 10.

95@ ?-3
9.

19.24
21

8,553

12.94

0

Time--> 8.00

11.50

9.00

10.00 10.50 11.00

8.50 9.50

12.00

12.50

13.00 13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

00—

TIC: BF104710.D

13.99

14.47
15.46

15.09

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\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 16

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

5.02 2.46 ng 79127 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol 102 C6H140 000623-37-0 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 499 (5.022 min): BF104710.D (-494) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 4.60 4.80 5.00 5.20 5.40
R B L B B S m/z 59.00 62 .44%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS SRS SRR A
4.60 4.80 5.00 5.20 5.40
59 101 m/z 101.00 27.75%
21 36 | 51 “‘ 67 7683 91 |
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 31 43 73 m/z 58.00 14 .20%
51 84 101
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R BRamr B
59 4.60 4.80 5.00 5.20 5.40
m/z 41.00 6.90%
5000 41
68
"I”"I"”HIL'?g'wli'”'l"'W""I“"I"”I"'W'%?§I”"}4?'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.58 Concentration Rank 1

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

6.58 60.23 ng 1934710 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 764 (6.581 min): BF104710.D (-760) (-) m/z 132.00 100.00%
5000 68
40 | o J 620 640 6.60 6.80 7.00
54 : : : : :
el 7787 | ds1s /7 68.10  A0.67%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T ----u”---}----u----u--
620 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.84%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 og 116 m/z 66.00 25.53%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 I\
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine SR S
132 6.20 6.40 6.60 6.80 7.00
o7 m/z 69.05 16.28%
5000 20
31
61 |, 8 | 106116 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown9.08 Concentration Rank 17

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

9.08 2.22 ng 70871 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.trans-2.9-Dimethvilspirol5.51... 180 C13H24 095530-74-8 38
2 Cvclohexane. ethvlidene- 110 C8H14 001003-64-1 27
3 1-Methoxv-1.3-cvclohexadiene 110 C7H100 002161-90-2 22
4 cis-Chrysanthemvl alcohol 154 C10H180 018383-59-0 22
5 Cyclopropanemethanol, 2,2-dimeth... 154 C10H180 005617-92-5 22

Abundance Scan 1189 (9.081 min): BF104710.D (-1187) (-) m/z 81.00 100.00%
5000 Nyk,wnﬂvw«ﬂdfﬁﬂfWJVVMMKJWJ\
U U R R IR
8.80 9.00 9.20 9.40
m/z 179.20 83.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45743: cis,trans-2,9-Dimethylspiro[5.5]undecane
81
95
5000 i 67 110 123 SRR SRS SRS AR
8.80 9.00 9.20 9.40
137 180 m/z 69.10 65.92%
LR AL LR SR "'ll' J"I" 'JI'%§1'3§$"I T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
880 9.00 9.20 9.40
5000 67 m/z 123.10 63.26%
41 110
27 54 95
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #5838: 1-Methoxy-1,3-cyclohexadiene A Ea maE s L
o7 110 8.80 9.00 9.20 9.40
a1 95 m/z 109.10 56.99%
5000 79
27 51 ‘
”1? .“;‘. l\H —_—— T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Dodecane, 2,6,10-trimethyl- Concentration Rank 15

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

9.11 2.85 ng 90812 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 52
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 50
3 2.3-Dimethvldecane 170 C12H26 017312-44-6 50
4 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 50
5 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 49

Abundance Scan 1194 (9.110 min): BF104710.D (-1191) (-) m/z 57.05 100.00%
q7 71
43
5000 85
g 113127 145150 177 252 ok 5k sk oa
SN W10 0 T 193 m/z 71.05 88.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57 71
43
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—[
5000 8 8.80 9.00 9.20 9.40
m/z 43.10 53.38%
29 3127
L ”‘ | % | | 141155169183
m/z--> 20 4b eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
1 ISR SRR U AR
43 8.80 9.00 9.20 9.40
5000 o m/z 85.10 37.50%
29 99 113127

141155169183197211225239253267 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #38323: 2,3-Dimethyldecane
43 8.80 9.00 9.20 9.40
71 m/z 41.10 31.11%
57
5000 85
29 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown9.24 Concentration Rank 13

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

9.24 5.83 ng 185929 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 4-fluoro-N-methallvl- 193 C11H12FNO 1000340-31-9 41
2 Bicvclol3.1.1Theptan-3-one. 2-(b... 192 C13H200 1000163-96-1 38
3 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 35
4 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 22
5 Neopentylidenecyclohexane 152 C11H20 039546-80-0 22

Abundance Scan 1216 (9.239 min): BF104710.D (-1213) (-) m/z 193.20 100.00%
69 1
55
5000
9.00 9.20 9.40 9.60
m/z 69.10 82.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55234: Benzamide, 4-fluoro-N-methallyl-
123
5000 IR UL A AL R
9.00 9.20 9.40 9.60
95 m/z 55.10 72 .39%
178 193
29 39 50 75 109 | 152 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
69 95
41 USRS S LR
9.00 9.20 9.40 9.60
5000 m/z 123.10 66.89%
- 81 123
27 109 138149
163 177 192
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans- A mmmE B
69 193 9.00 9.20 9.40 9.60
83 123 157 m/z 57.10 61.84%
41 109
5000 55 95
29 ‘
BTV W R O -3 (- RS, o
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 920 940 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown9.48 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.48 3.78 ng 120561 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-Hvdroxvcvclooctv)-furan 194 C12H1802 115754-90-0 27
2 Phenanthrene. tetradecahvdro- 192 C14H24 005743-97-5 22
3 6-Bromomethvl-5-methvl-bicvclol3... 202 C8H11BrO 1000192-41-1 18
4 2-n-Heptvlfuran 166 C11H180 003777-71-7 14
5 (-)-10-Camphorsulfonyl chloride 250 C10H15CI03S 039262-22-1 14
Abundance Scan 1257 (9.480 min): BF104710.D (-1254) (-) m/z 95.10 100.00%

5000

9.20 9.40 9.60 9.80
m/z 81.00 78.87%

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

Abundance #56181: 2-(2-Hydroxycyclooctyl)-furan
g1 9%
N N M
5000 9.20 9.40 9.60 9.80
67 m/z 41.10 70.75%
41 g ‘ ‘ 110 123 166 194
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 67 135
81 96 192 IIIIIIIIIIIIIIIIIIIIIII
9.20 9.40 9.60 9.80
5000 55 m/z 163.10 65.93%
121
109
150
163 177
B 0 L0 e o T B ELBLIR A e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62957: 6-Bromomethyl-5-methyl-bicyclo[3.1.0]hexan-2-one
81 9.20 9.40 9.60 9.80
m/z 69.10 63.99%
5000 123
41 53 95
27 67
A O O O 147 160 176187 202
N B L B o o e I e e e R R N N M
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.71 12.46 ng 397394 Acenaphthene-d10 9.85

1 Decahvdro-4.4.8.9.10-pentamethyl... 208 C15H28 080655-44-3 70

2 Silane. chlorodiethvl(2-methvlpe... 222 C10H23CIOSi 1000363-79-1 38

000645-10-3 35
061142-37-8 27
002385-77-5 27

3 1.7-Dimethvl-4-(1-methvlethvlcv... 210 C15H30
4 Cvclohexane. (1.2-dimethvlbutvl)- 168 C12H24
5 6-Octenal, 3,7-dimethyl-, (R)- 154 C10H180

Abundance Scan 1296 (9.710 min): BF104710.D (-1293) (-) m/z 69.10 100.00%

41 90

5000

207 994 9.40 9.60 9.80 10.00
m/z 55.05 81.11%

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

MW  MolForm CAS# Qual

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95 L B B
55 83 137 9.40 9.60 9.80 10.00
‘ 151 m/z 41.10 77.52%
208
S S N W -0 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
109 193
123 IIIIIIIIIIIIIIIIIIIIIII
9.40 9.60 9.80 10.00
5000 m/z 83.10 67.24%
83
151
43 55 70 95
29 137 | 163175 222
T e e T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69594: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane I E  EREEEEEaES A
55 6 97 9.40 9.60 9.80 10.00
41 83 m/z 97.10 62.99%
111
5000
29
125 167
B e LASMSSOON i et
m/z--> 20 40 80 100 120 140 160 180 200 220 9.40 9.60 9. 80 10.00

8270-BF040618.M Tue Apr 24 15:45:29 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown9.76 Concentration Rank 8

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

9.76 12.85 ng 409983 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-ethvl-4_.4-dimethvl- 126 C9H18 053907-59-8 27
2 2.4-Dimethvl-1.5-diazabicvclol3.... 112 C6H12N2 1000283-20-9 25
3 2-Butenamide. 2.3-dimethvl-N-phe... 189 C12H15NO 024735-54-4 22
4 6-Bromo-2.2-dimethylcyvclohexanone 204 C8H13BroO 021690-26-6 22
5 Hexahydro-1-oxa-cyclopropa[d]ind... 152 C9H1202 037643-23-5 22

Abundance Scan 1305 (9.763 min): BF104710.D (-1301) (- m/z 193.20 100.00%
193
97
5000 41 55 69 g3 | 100
123
n 50 550 580 1000 "
152163174 208 . . . .
163 224 m/z 97.10  75.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11611: 2-Pentene, 3-ethyl-4,4-dimethyl-
55 69 97
41
5000 SRR SRS SRR SRR
29 111 126 9.40 9.60 9.80 10.00
83 m/z 69.10 44 .28%
I H‘ \‘ \‘ \‘ | ‘

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

Abundance
97
42 I|IIII|IIII|IIII|IIII|I
6 9.40 9.60 9.80 10.00
5000 55 m/z 55.00 40.93%
T == N SRR e e
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52406: 2-Butenamide, 2,3-dimethyl-N-phenyl- R B .
69 97 9.40 9.60 9.80 10.00
a1 m/z 109.10 40.11%
5000
189
27 53
L L ) 183 | 117 130 144 160171
N ==L HEU— e
mz-> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00

8270-BF040618.M Tue Apr 24 15:45:30 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.10 10.46 ng 333712 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 53
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 43
3 Decane. 2.3.7-trimethvl- 184 C13H28 062238-13-5 38
4 Hexadecane 226 C16H34 000544-76-3 38
5 Pentadecane 212 C15H32 000629-62-9 35
Abundance Scan 1362 (10.098 min): BF104710.D (-1360) (-) m/z 57.05 100.00%
g7
5000 ,\AMA/\J\/MI\/\/
4
‘ '9.80 10.00 10.20 10.40
bl m/z 71.10 89.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38315: Dodecane
57
5000 L R B BRI B
4 85 9.80 10.00 1020 10.40
m/z 43.10 72 .75%
5 | | |, 11227 170
mz> i 'z'o' ) '4'6' " 3 100 130 150 160 150 200 240 240 240 240 300
Abundance
57
'9.80 10.00 10.20 10.40
5000 85 m/z 85.10 63.62%
41
183
113159 155 310
mm@ﬁwwwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48887: Decane, 2,3,7—trimethy|— L L L L N LB BB
43 9.80 10.00 10.20 10.40
71 m/z 170.10 39.13%
5000
5 97 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.80 10.00 10.20 10.40

8270-BF040618.M Tue Apr 24 15:45:30 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2,5-Dimethoxythiophenol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.17 8.67 ng 276499 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dimethoxvthiophenol 170 C8H1002S 001483-27-8 50
2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 47
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 47
4 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 38
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 38
Abundance Scan 1374 (10.169 min): BF104710.D (-1371) (-) m/z 170.05 100.00%
155 170
193
5000
07 9.80 10.00 10.20 10.40
221
236 m/z 155.10 89.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38609: 2,5-Dimethoxythiophenoal
155
170
5000 U AARAR SRR B
9.80 10.00 10.20 10.40
1”123 m/z 69.10 75.67%
39 53 65 95
IIIIIIII‘II‘IUHII\I\IH ??‘l‘::‘l‘lul‘lu ‘|‘||]:39|||l‘ ||‘l|||||| AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
155 170
9.80 10.00 10.20 1040
5000 m/z 143.10 60.88%
128
14 27 39 51 63 76 gg 10p 12777141
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38370: Naphthalene, 1,6, 7-trimethyl- e B e o
170 9.80 10.00 10.20 10.40
155 m/z 193.20 59.42%
5000
27 39 51 63 76 89 102115128141 || ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40

8270-BF040618.M Tue Apr 24 15:45:31 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl10.26 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.26 18.52 ng 590731 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 photocitral A 152 C10H160 055253-28-6 49
2 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-17-5 47
3 3-Fluorobenzoic acid. 4-tetradec... 336 C21H33F02 1000280-60-6 47
4 3-Fluorobenzoic acid. 3-methvlbu... 208 C12H13F02 154559-38-3 45
5 3-Fluorobenzoic acid, undec-2-en... 292 C18H25F02 1000292-60-8 43
Abundance Scan 1390 (10.263 min): BF104710.D (-1386) (-) m/z 123.10 100.00%
123
5000
55 109 UJ{A,A,AAWMAAAJ*~A~**”“”“”V
I i 137 207 A NS BN SUNRR BN
15170 e 222 a7 10.00 10.20 10.40 10.60
o} m/z 55.10 36.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25083: photocitral A
123
81
000 4 g | % 0100 1020 1040 1060
55 109 m/z 109.10 35.87%
‘ ‘ ‘ 137
'W"”I'”'I”"P"W"”I'”'I}§%"”I'”' [T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
123
208 HURUUSR BN BUNRR B
10.00 10.20 10.40 10.60
5000 m/z 95.10 34.89Y%
41 55 69 o
81 109 137 152
27 166180193
m/z--> zb 45 eb éo 160 150 1&0 1éo 180 200 250 250
Abundance #174083: 3-Fluorobenzoic acid, 4-tetradecy! ester e  RRRaS Bam
123 10.00 10.20 10.40 10.60
m/z 69.10 31.89%
5000 bfuuu\,vvwfvJ\AJJVVAerJAA}
196
H M\ J. 8 ‘ m 1%1 143 168 | 213
m/z--> 80 100 150 1&0 160 180 200 250 250 1000 1020 1040 1060

8270-BF040618.M Tue Apr 24 15:45:32 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 13 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.50 14.06 ng 448497 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 78
2 Tridecane. 2-methvyl- 198 C14H30 001560-96-9 74
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 72
Abundance Scan 1430 (10.498 min): BF104710.D (-1428) (-) m/z 57.10 100.00%
57
71
5000 43
99113 10,20 10,40 10.60 10.80
127 155 : : : :
Ob oot b e o L 127 185160183108 217532 250 o1 10 58.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885: Octadecane
57
43
71
5000 AR AR AR AR
mmmmmmmm
29 m/z 43.10 44 .41%
99113
| ‘ L 4 | e1er 155169183 211225239254

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

43 57

1

10.20 10.40 10.60 10.80
5000 & m/z 85.10 27 .73%

113157 155 483198

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

it

Abundance #141442: Heptadecane, 2,6,10,15-tetramethy!- T
57 10.20 10.40 10.60 10.80
71 m/z 41.10 21.58%
43
5000
‘ ‘ 991}3127 ‘ 155169183 211225239 267281296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 20 10. 40 10 60 10. 80

8270-BF040618.M Tue Apr 24 15:45:32 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 14 Tridecane, 5-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.77 53.70 ng 1386430 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 83
2 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 83
3 Tridecane. 4-methvl- 198 C14H30 026730-12-1 74
4 Tridecane. 7-methvl- 198 C14H30 026730-14-3 70
5 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 68
Abundance Scan 1476 (10.769 min): BF104710.D (-1473) (-) m/z 57.10 100.00%
57 71
5000
85
g9 113 AU R I

10.40 10.60 10.80 11.00

127 141 155169183 198215 229 244 258

0 '|""'|""||"

m/z 71.10 86.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83031: Tridecane, 5-propyl-
57
43 71
5000 LA L L L L LB L

10.40 10.60 10.80 11.00
85 m/z 43.10 52.82%

99 112
%mhu‘ | 127141154168 183197 226
i mis
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57 71
43 S
10.40 10.60 10.80 11.00
5000 m/z 85.10 32.81%
85
29 g9 113
127141 1%° 169183 198
e AR
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59884: Tridecane, 4-methyl- R EERER EEEEE
43 57 10.40 10.60 10.80 11.00
71 m/z 41.10 23.13%
5000
85
29
99 113
| | h ‘ " 113126 141 ">°168 183 198

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 10. 40 10. 60 10 80 11. 00

8270-BF040618.M Tue Apr 24 15:45:32 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 15 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.24 45.94 ng 1186140 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 72
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 62
Abundance Scan 1556 (11.239 min): BF104710.D (-1553) (-) m/z 57.10 100.00%
57
5000 % w
us 163 " 11,00 11,20 11.40 11.60
141 - - - -
ol b L L | [ IMase " 208220040067 m/z 71.10 90.53%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LR B SURRULE UL B
11.00 11.20 11.40 11.60
m/z 85.10 51.68%
29 ‘ 13 1y
Sy Ty, 141 169 197 225 253 295 323 367
m/z--> 50 100 1%0 200 250 300 350
Abundance
57
" 11,00 11.20 11.40 11.60
5000 m/z 43.10 45 _.48%
85
29
113
141 183 o5 253 o /\v,,kawVM/\JXmJ-VM~«jk»Aw
m/z--> 50 100 150 200 250 300 350
Abundance #48832: Tridecane b RRREE EEE A
57 11.00 11.20 11.40 11.60
m/z 41.10 23.60%
5000
29 85
e
m/z--> 50 100 150 200 250 300 350 11.00 11.20 11.40 11.60

8270-BF040618.M Tue Apr 24 15:45:33 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 16 Ferrocene, 1,1",3,3"-tetrak... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.47 16.05 ng 472675 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ferrocene. 1.1".3.3"-tetrakis(1l.... 410 C26H42Fe 001317-17-5 52
2 3-Acetvl-1-(3.4-dimethoxvphenvl)... 410 C23H26N205 090140-65-1 42
3 6.9-Methanobenzolhlpentaphene-5.... 410 C27H2204 057427-50-6 38
4 Stiamasta-4.6.22-trien-3.beta.-ol 410 C29H460 096737-58-5 17
5 Apomorphine, bis(trimethylsilyl)- 411 C23H33N02Si2 074841-68-2 9
Abundance Scan 2105 (14.468 min): BF104710.D (-2103) (-) m/z 57.10 100.00%
57
410
5000
162 190 ' 14.20 1440 14.60 14.80
13 307 : : : :
A 7s s 19| | p15 247 20080735 31| | 00730 62. 920
m/z--> 50 100 150 200 250 300 350 400
Abundance #215860: Ferrocene, 1,1',3,3'-tetrakis(1,1-dimethylethyl)-
410
5000 LRI B UL I B
14.20 14.40 14.60 14.80
m/z 411.30 21.52%
20 56 105 134 162 198 233 266 308 53° 38y
m/z--> 55 160 150 260 250 360 3éo 400
Abundance
410
' 14.20 1440 14.60 14.80
5000 367 m/z 395.30 21.41%
326
43 165 190 273
m/z--> 55 160 1%0 260 250 300 3éo 460

Abundance #215867: 6,9-Methanobenzo[h]pentaphene-5,10,15,16-tetrone, .. L
410 14.20 14.40 14.60 14.80

m/z 41.10 18.41%

5000

77 104

133 160
251 277
197 223 364
184\11 1L l..| [ O IO Y WA Y Jl J{ 303325 L

m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14. 80

8270-BF040618.M Tue Apr 24 15:45:33 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104710.D

Aca On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample : J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 17 Heptadecane, 9-octyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.09 6.50 ng 135503 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
2 Eicosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 90
Abundance Scan 2211 (15.092 min): BF104710.D (-2208) (-) m/z 57.10 100.00%
57
85
5000
s 14,80 15.00 15.20 15.40
141 169 : : :
Y JI Lo 169, 198220240 263 297 323342 371 | hz7 71.05  78.12%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 LI RS B SUMILE B
14.80 15.00 15.20 15.40
m/z 85.10 61.31%
113
S L LM e er P 67 204 323 32
m/z--> 50 100 150 200 250 300 350
Abundance
57
85 14,80 15.00 15.20 15.40
5000 m/z 43.10 59.67%
113
29 141 169 197 225 253 282 vJ\quJLAJ\&
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane AR EEREE L
57 14.80 15.00 15.20 15.40
m/z 55.10 26 .55%
85
5000
29 113
ey J | 11?1 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF040618.M Tue Apr 24 15:45:34 2018 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042318\
Data File : BF104710.D

Acq On : 23 Apr 2018 15:34

Operator : JU/SJ

Sample - J2496-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.02 2.5 ng 79127 1 6.81 642421 20.0
unknown6 .58 6.58 60.2 ng 1934710 1 6.81 642421 20.0
unknown9 .08 9.08 2.2 ng 70871 3 9.85 637891 20.0
Dodecane, 2,6,10-... 9.11 2.9 ng 90812 3 9.85 637891 20.0
unknown9 .24 9.24 5.8 ng 185929 3 9.85 637891 20.0
unknown9 .48 9.48 3.8 ng 120561 3 9.85 637891 20.0
Decahydro-4,4,8,9... 9.71 12.5 ng 397394 3 9.85 637891 20.0
unknown9.76 9.76 12.9 ng 409983 3 9.85 637891 20.0
Dodecane 10.10 10.5 ng 333712 3 9.85 637891 20.0
2,5-Dimethoxythio... 10.17 8.7 ng 276499 3 9.85 637891 20.0
unknown10.26 10.26 18.5 ng 590731 3 9.85 637891 20.0
Octadecane 10.50 14.1 ng 448497 3 9.85 637891 20.0
Tridecane, 5-propyl- 10.77 53.7 ng 1386430 4 11.35 516338 20.0
Hexacosane 11.24 45.9 ng 1186140 4 11.35 516338 20.0
Ferrocene, 1,1",3... 14.47 16.1 ng 472675 5 13.99 589095 20.0
Heptadecane, 9-oc... 15.09 6.5 ng 135503 6 15.46 416874 20.0
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