LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110368.D

Aca On : 1 Nov 2018 15:01

Operator : JU/SJ

Sample : J5741-47

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF102318.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 2.305 31 37 47 rVB 384038 510637 17.43% 2.180%
2 3.593 254 256 272 rBV 34381 72975 2.49% 0.311%
3 5.204 526 530 540 rVB 86292 113287 3.87% 0.484%
4 5.587 590 595 598 rBY 2359374 2299172 78.46% 9.814%
5 6.581 758 764 778 rBVY 2124202 2603216 88.83% 11.111%
6 6.728 784 789 792 rBVY 2633567 2517344 85.90% 10.745%
7 6.951 824 827 831 rBV 592781 524039 17.88% 2.237%
8 7.110 850 854 858 rBY 2093189 1900691 64.86% 8.113%
9 7.516 918 923 927 rBVY 1360388 1571113 53.61% 6.706%
10 8.239 1041 1046 1059 rBV 658220 697306 23.80% 2.976%

11 9.310 1222 1228 1232 rBV 2907489 2930416 100.00% 12.508%
12 9.704 1290 1295 1305 rBV 359432 333208 11.37% 1.422%
13 9.998 1340 1345 1353 rBvV 865406 790979 26.99% 3.376%
14 10.792 1475 1480 1483 rBV 1655624 1685494 57.52% 7.194%
15 11.486 1594 1598 1611 rBV 766908 749581 25.58% 3.199%

16 13.069 1863 1867 1871 rBV 2215867 2111885 72.07% 9.014%
17 13.945 2012 2016 2023 rBV 142545 165223 5.64% 0.705%
18 14.133 2044 2048 2054 rBV 487680 439293 14.99%% 1.875%
19 14.263 2065 2070 2075 rBV 37974 45886 1.57% 0.196%
20 14.580 2118 2124 2130 rBV3 59805 118605 4._05% 0.506%

21 14.792 2157 2160 2166 rVB4 25860 34099 1.16% 0.146%
22 14.886 2172 2176 2178 rBV 41790 45300 1.55% 0.193%
23 15.239 2230 2236 2239 rBV 73178 90601 3.09% 0.387%
24 15.510 2278 2282 2290 rVB4 24546 38424 1.31% 0.164%

25 15.657 2297 2307 2316 rBV 352702 523289 17.86% 2.234%

26 16.092 2376 2381 2387 rVV 71247 104273 3.56% 0.445%

27 16.157 2388 2392 2399 rVB6 19567 37607 1.28% 0.161%

28 16.627 2467 2472 2477 rVB3 22494 37823 1.29% 0.161%

29 17.251 2572 2578 2586 rVB2 19464 45273 1.54% 0.193%

30 17.362 2589 2597 2605 rBV3 107993 227667 7.77% 0.972%

31 17.809 2666 2673 2681 rBV3 22457 63919 2.18% 0.273%
Sum of corrected areas: 23428625
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110368.D

Aca On : 1 Nov 2018 15:01

Operator : JU/SJ

Sample : J5741-47

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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: BF110368.D
6.73
2500000 5.59

6.58 7.11
2000000

1500000 752

1000000

6.95
500000 2.30

5.20 L
ol /\ 3.59 N L

T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF110368.D

2500000
13.07
2000000
10.79
1500000

1000000 10.00
8.24
500000 9.70

] I i

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF110368.D

11.49

2500000
2000000
1500000

1000000

500000 14.13 15.66

13.95 A .36
15.24 18,
14.26 14.581417989 15,5, %836 16.63 . 17%\ 17.81

0 e L s e s e e s e e e e e e e e IS

! I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110368.D

Aca On : 1 Nov 2018 15:01

Operator : JU/SJ

Sample : J5741-47

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 3

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

2.30 19.49 ng 510637 1,4-Dichlorobenzene-d4 6.95
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 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 36 (2.299 min): BF110368.D (-31) (-) m/z 73.10 100.00%

73.1
5000 43.0
55.0 87.1

220 240 2.60

Obrrrrrrrr e bt e ek e | /2 43.00  43.01%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T
43.0 220 240 260
550 87.0 m/z 55.00 29.86%
29.0
0 oL Ll
e e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e —
220 240 2.60
5000 41.0 55.0 m/z 87.10 26.08%
29.0
1], \‘\ L 990 1120 129.0
N 1
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- — —— T
73.0 220 240 2.60

m/z 41.10 14 _.52%

5000
43.0
oL 20 150 280 I 500 | 880

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110368.D

Aca On : 1 Nov 2018 15:01

Operator : JU/SJ

Sample : J5741-47

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 R-(-)-1,2-propanediol Concentration Rank 10

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

3.59 2.79 ng 72975 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propnanediol 76 C3H802 004254-14-2 64
2 Propvlene Glvcol 76 C3H802 000057-55-6 9
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 9
4 Formamide 45 CH3NO 000075-12-7 7
5 2-Butanol 74 C4H100 000078-92-2 4

Abundance Scan 256 (3.593 min): BF110368.D (-254) (-) m/z 45.00 100.00%
45.0
5000 k
20| 61.0 320 340 360 380 4.00
Ob e e e e m/z 43.00 19.05%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944: R-(-)-1, 2—pr0paned|0|
45.0
5000
3.20 3.40 3.60 3.80 4.00
29.0 m/z 61.00 7.38%
. 1209° | 300, 55,0 61.0 76.0
UM A i e g g
Abundance #940: Propylene Glycol
45.0
320 340 360 380 4.00
5000 m/z 44.00 6.45%
31.0
o 150 260, 390/, 550610 76.0
mz> 8 1o 15 % 25 30 % 40 45 % 85 6 05 7o 75 8
Abundance #294: Isopropyl Alcohol
45.0 3.20 3.40 3.60 3.80 4.00
m/z 42.00 3.93%
5000
27.0
o 1400 ) B0 520
m/z--> 5I 1|0 1|5 2|O 2|5 3|0 3|5 4|0 45 5|O 5|5 6|O 6|5 7|0 7|5 8IO I 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110368.D

Aca On : 1 Nov 2018 15:01

Operator : JU/SJ

Sample : J5741-47

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.20 4.32 ng 113287 1,4-Dichlorobenzene-d4 6.95
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 50
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 529 (5.199 min): BF110368.D (-526) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 S AR SRS LR
83.0 | 4.80 500 520 5.40 5.60
V|RSRENERESESERESERENSSSERSRISENINN N | SIS ISASMNMBIL. .MMM NS m/z 59.10 58.67%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U S R
4.80 500 520 5.40 5.60
59.0 m/z 101.00 17.69%
270 || 830 101.0
o v MOV NN VLN -1 T -~ M
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 450 500 550 540 560
5000 m/z 58.00 16.42%
20.0 101.0
ol B0 Al 730 830
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R B e
59.0 4.80 500 520 5.40 5.60
m/z 41.00 9.58%
5000 41.0
31.0
69.0 870
0y }?1q NI ""iﬂ" ?}1Q‘M'i' ""i"' URIERA "98;?" T SRRANRARSRARSS RARSE RS
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 520 5.40 5.60

8270-BF102318_.M Fri Nov 02 11:54:25 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110368.D

Aca On : 1 Nov 2018 15:01

Operator : JU/SJ

Sample : J5741-47

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.73 Concentration Rank 1

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

6.73 96.07 ng 2517340 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
2 Xenon 132 Xe 007440-63-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 Cl10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 789 (6.728 min): BF110368.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 | K %i-o 6o 6.40 6.60 6.80 7.00
0 .,....,....,....,....,::.'.,....,....,....,?1?..,....,....,-'...,.. m/z 68.10 40.81%
m/z--> 20 30 40 50 80 90 100 110 120 130 140
Abundance #14409. (E) 3 Chloro 2-methyl-2-pentenal
132.0
5000 i PPN
4o o a0 m/z 134.00  33.10%
0 .|....|....||‘.|...il....|‘.'.|ll| .I.I.l;'....‘“.li. .1.0.7.'0...|.'|....| P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 26.87%
66.0
0'I”"P'”I'”'I”'W'“”I”"P'”I'”'P"W'”'I”'w T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- O EAm A e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.88%
117.0
5000
39.0 910
Zo "] Y oo | awmo )|
0::::‘::::: ||||‘|‘||||l|||||||||||||||‘|‘|||||l|||l‘ ERARS D U N N VO —
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 640 6.60 680 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110368.D

Aca On : 1 Nov 2018 15:01

Operator : JU/SJ

Sample : J5741-47

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Nonadecyl pentafluoropropio... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.95 7.52ng 165223  Chrysene-di2 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Nonadecvl pentafluoropropionate
2 Octacosvl trifluoroacetate

3 Isobutvl tetradecvl carbonate

4 Docosvl pentafluoropropionate

5 Octacosyl heptafluorobutyrate

430 C22H39F502
506 C30H57F302
314 C19H3803

472 C25H45F502
606 C32H57F702

1000351-88-8 91
1000351-74-9 91
959275-58-2 91
1000351-80-9 90
1000351-83-6 87

Abundance Scan 2017 (13.951 min): BF110368.D (-2012) (-) m/z 57.05 100.00%
57.0
o i JLA,JLHJL
N R e
l 1391 2080 13.60 13.80 14.00 14.20
0..!,...w....,.”.,....“...,..”,....,”..,..”, m/z 43.05 79.47%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate
510 970
5000 LA L L L L L L B
13.60 13.80 14.00 14.20
‘ m/z 55.00 64.42%
ol LI om0 suo 20
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57.0
LR R E M A
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 59.83%
39.0
ol b h Ll j T7)" ) 181.0 222.0 264.0 306.0 348.0 392.0 437.0 488.0
A A e e T e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156543: Isobutyl tetradecyl carbonate
57.0 13.60 13.80 14.00 14.20
m/z 69.05 49 _.93%
5000
LI o
T e — A
m/z--> 50 100 150 200 250 300 350 400 450 13 60 13. 80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110368.D

Aca On : 1 Nov 2018 15:01

Operator : JU/SJ

Sample : J5741-47

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.26 2.09 ng 45886 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 10-MethvlInonadecane 282 C20H42 056862-62-5 91
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 90
4 Heneicosane 296 C21H44 000629-94-7 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 2070 (14.263 min): BF110368.D (-2065) (-) m/z 57.10 100.00%
57.1
5000 85.1
Wi Lo, 14100 1420 1440 1460
ol Ly m/z 43.05 62.04%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 LN B S B B

14.00 14.20 14.40 14.60
m/z 71.00 62.00%

29.0
Lo } jljllﬁﬁf°14101690197022502530 295.0323.0  367.0
ety A B e e NN A e
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57.0
85.0 14.00 14.20 14.40 14.60
5000 ' m/z 85.10 47 .39%
154.0
29 0
113.0
T B e N TR
m/z--> 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0 14.00 14.20 14.40 14.60
m/z 41.00 24 .99%
5000 85.0
113.0 154.0
ol h L . [, T 183.0211.0239.0 281.0
A e e o e L e e B e e e o e o e N R
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110368.D

Aca On : 1 Nov 2018 15:01

Operator : JU/SJ

Sample : J5741-47

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 1-Heneicosyl formate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.58 5.40 ng 118605 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 93
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 2124 (14.580 min): BF110368.D (-2118) (-) m/z 57.05 100.00%
57.0
97.1
5000
125.1 LN BRI AU SUNILE I
| 215.2 280.9 3241 14.20 14.40 14.60 14.80
0 N X s Y AN B m/z 43.05 82.83%
m/z--> 50 100 150 200 250 300 350
Abundance #177132: 1-Heneicosyl formate
57.0
97.0
5000 R A BRI UL R
14.20 14.40 14.60 14.80
125.0 m/z 55.00 78.68%
o [ ﬂ5?018202100 266.0294.0327 o
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0 LN B SR SUNILE
14.20 14.40 14.60 14.80
5000 m/z 83.05 67.73%
29.0 125.0
ol L Lk ||l 154018202100 2550 356.0
m/z--> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecyl ester I B e
57.0 14.20 14.40 14.60 14.80
97.0 m/z 97.10 58.76%
5000
29.0 125.0
o J | ,154.0182.0210.0238.0266.0 205.0
m/z--> 50 100 150 200 250 300 350 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110368.D

Aca On : 1 Nov 2018 15:01

Operator : JU/SJ

Sample : J5741-47

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.06 ng 45300 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Heptadecane 240 C17H36 000629-78-7 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 2177 (14.892 min): BF110368.D (-2172) (-) m/z 57.10 100.00%
57.1
5000
99.0 LA LA AR DA
141.0 207.0 14.60 14.80 15.00 15.20
0 A m/z 71.10 67.11%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 LR BRI LI IS UL

14.60 14.80 15.00 15.20
m/z 43.00 55.28%

.0
oL 2710 | J “ | _}4} 0. 1830 2250 267.0 309.0 351.0380.0
by — T T
m/z--> 50 lOO 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
s o LA e
14.60 14.80 15.00 15.20
5000 m/z 85.00 47 .20%
. 27,0 | I\ 1410 183.0  240.0
T L T I I I T I I : L T I T T 1 T L T I T T I L T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e R o B S e S
57.0 14.60 14.80 15.00 15.20
m/z 55.00 28.42%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
....,... e s o LA e
m/z--> 50 lOO 150 200 250 300 350 14.60 14.80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110368.D

Aca On : 1 Nov 2018 15:01

Operator : JU/SJ

Sample : J5741-47

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.09 3.99 ng 104273 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2381 (16.092 min): BF110368.D (-2376) (-) m/z 57.05 100.00%
57.0
5000 85.0
113.1 CIE'0 1600 1690 1640
141.1169.2 15.80 16.00 16.20 16.40
ol ,-|: Ak, ‘|, A e 29 220 ‘m/z 43.05 59.77%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 L AR SRR SO B
15.80 16.00 16.20 16.40
113.0 m/z 71.05 58.29%
29.0 "~141.0
oL L LA [ 1 oaes0asromsopagzio
m/z--> 50 100 150 200 250 300 350
Abundance #129498: Nonadecane, 2-methyl-
57.0
15.80 16.00 16,20 16.40
5000 m/z 85.05 46 .65%
85.0
29.0
m/z--> 55 160 1éo 260 250 360 3%0
Abundance #194494: Hexacosane LA L L L L L N B
57.0 15.80 16.00 16.20 16.40
m/z 41.00 20.10%
5000 85.0
113.0
29 | | | [7] 141.0169.0197.0225.02530 295.0 366.0
m/z--> 50 160 150 200 250 300 350 15%0 1&00 1650 1&40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110368.D

Aca On : 1 Nov 2018 15:01

Operator : JU/SJ

Sample : J5741-47

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 1-Naphthalenecarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

17.36 8.70 ng 227667 Perylene-di12 15.66

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. de... 316 C21H3202 015798-13-7 62
2 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 58
3 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 53
4 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 52
5 Farnesyl bromide 284 C15H25Br 006874-67-5 52
Abundance Scan 2597 (17.362 min): BF110368.D (-2589) (-) m/z 204.20 100.00%

204.2
55.0 135.1
5000 107.1
8L.0 175.1 269.2 301.3
231.2 17.00 17.20 17.40 17.60
o} m/z 135.10 71.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #158352: 1-Naphthalenecarboxylic acid, decahydro-1,4a-dime...

5000
17.00 17.20 17.40 17.60

m/z 55.00 68 .43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204.0
T
17.00 17.20 17.40 17.60
5000 m/z 69.00 62.41%
95.0 161.0
41.0 123.0
7 67.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64525: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-... R AR EEEEE T
105.0 204.0 17.00 17.20 17.40 17.60
m/z 132.95 56.92%
5000
o SSRA A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110368.D

Aca On : 1 Nov 2018 15:01

Operator : JU/SJ

Sample : J5741-47

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknownl7.81 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.81 2.44 ng 63919 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiazolidin-4-one. 3-furfurvl-2-_.. 213 C8H7N0O2S2 004703-95-1 12
3-T4-Azido-5-imidazolvllpropenoi... 193 C7H7N502 1000132-96-4 12
3 2-Hexvn-1-ol 98 C6H100 000764-60-3 10
4 Tricvclol3.3.1.1(3.7)1decane. 1-... 181 C11H19NO 067496-96-2 10
5 5-Methyl-2-thiophenecarboxaldehy... 199 C7HIN3S2 006286-85-7 10
Abundance Scan 2673 (17. 809 min): BF110368.D (-2666) (-) m/z 145.00 100.00%
43.0 45.0
105.0
79.0 191.0213.1
5000 273.2 303.2
‘ 17.40 17.60 17.80 18.00 18.20
o o S NN N NS m/z 43.05 89.11%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72082: Thiazolidin-4-one, 3-furfuryl-2-thioxo-
81.0
213.0
53.0
5000 AR SR BRI SURBLA
138.0 17,40 17.60 17.80 18.00 18.20
m/z 57.05 74 .74%
1 2
0 I""IIIII ™ =I!I'I'I"'I'I'{'I'"'I"''I""I""I""I"" [TTTTTTTTTIrrTTyTeT

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55563: 3-[4-Azido-5- |m|dazolyl]pr0pen0|c acid, methyl ester
53.0 go.0 10v.0 .0

17.40 17.60 17.80 18.00 18.20

5000 m/z 105.00 72 _.54%
133.0 165.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3144: 2-Hexyn-1-ol
41.0 83.0 17.40 17.60 17.80 18.00 18.20
m/z 159.00 69.18%
5000
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.40 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110118\
Data File : BF110368.D

Acq On : 1 Nov 2018 15:01

Operator : JU/SJ

Sample - J5741-47

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.30 19.5 ng 510637 1 6.95 524039 20.0
R-(-)-1,2-propane... 3.59 2.8 ng 72975 1 6.95 524039 20.0
2-Pentanone, 4-hy... 5.20 4.3 ng 113287 1 6.95 524039 20.0
unknown6.73 6.73 96.1 ng 2517340 1 6.95 524039 20.0
Nonadecyl pentafl... 13.95 7.5 ng 165223 5 14.13 439293 20.0
Hexacosane 14.26 2.1 ng 45886 5 14.13 439293 20.0
1-Heneicosyl formate 14.58 5.4 ng 118605 5 14.13 439293 20.0
Heptacosane 14 .89 2.1 ng 45300 5 14.13 439293 20.0
Eicosane 16.09 4.0 ng 104273 6 15.66 523289 20.0
1-Naphthalenecarb... 17.36 8.7 ng 227667 6 15.66 523289 20.0
unknownl17.81 17.81 2.4 ng 63919 6 15.66 523289 20.0
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