LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\

Data File : BF103542.D

Aca On 9 Mar 2018 3:51 Instrument :

Operator : SJ/JU BNA_F

Sample - J1817-01 ClientSampleld :

Vi _ 030518-JETT-F-D-B
isc :

ALS Vial : 30 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.122 3 6 15 rVB 84511 136340 3.61% 0.553%
2 3.940 309 315 324 rBV 37880 79863 2.11% 0.324%
3 5.087 507 510 531 rBV 54440 124802 3.30% 0.506%
4 5.492 576 579 605 rBV 502401 1130525 29.90% 4 .584%
5 6.510 748 752 770 rBV 290115 784639 20.75% 3.181%
6 6.634 770 773 799 rVB 1849308 2343872 61.99% 9.503%
7 6.863 809 812 828 rBV 715853 856113 22.64% 3.471%
8 7.022 835 839 863 rBY 2561520 3062925 81.00% 12.418%
9 7.434 905 909 933 rBY 2006789 2799426 74.03% 11.350%
10 7.586 933 935 950 rVB 46079 76693 2.03% 0.311%

11 8.151 1027 1031 1056 rBV 650720 1123276 29.71% 4 _.554%
12 9.222 1209 1213 1222 rBV 3398625 3781351 100.00% 15.331%
13 9.286 1222 1224 1230 rVB 69363 89488 2.37% 0.363%
14 9.622 1274 1281 1287 rBV 128641 183269 4._.85% 0.743%
15 9.822 1311 1315 1319 rBV 119825 117248 3.10% 0.475%

16 9.880 1323 1325 1326 rVV 55398 38437 1.02% 0.156%
17 9.904 1326 1329 1342 rVB2 843753 999704 26.44% 4_.053%
18 10.316 1396 1399 1402 rVB 144524 112035 2.96% 0.454%
19 10.533 1431 1436 1439 rBvV 39144 49307 1.30% 0.200%
20 10.569 1439 1442 1448 rVB 108703 109589 2.90% 0.444%

21 10.704 1461 1465 1477 rBV 843904 1207835 31.94% 4_.897%
22 10.792 1477 1480 1489 rVB 123170 163330 4_.32% 0.662%
23 11.239 1553 1556 1559 rBV 61359 60281 1.59% 0.244%
24 11.404 1580 1584 1602 rBV 631912 853107 22.56% 3.459%
25 12.986 1848 1853 1863 rBV 2247402 2526347 66.81% 10.243%

26 13.868 1999 2003 2015 rBV2 55258 105463 2.79% 0.428%
27 14.057 2032 2035 2045 rBvV 554536 686704 18.16% 2.784%

28 14.798 2158 2161 2167 rVB 37476 40969 1.08% 0.166%
29 14.874 2170 2174 2177 rVB 38782 41167 1.09% 0.167%
30 15.139 2215 2219 2222 rVB 37965 41789 1.11% 0.169%
31 15.521 2280 2284 2287 rBV2 60074 74677 1.97% 0.303%
32 15.568 2287 2292 2302 rVB 278183 469538 12.42% 1.904%
33 15.962 2355 2359 2364 rVB2 58832 82013 2.17% 0.333%

34 16.474 2441 2446 2456 rVB4 60426 121998 3.23% 0.495%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103542.D

Aca On : 9 Mar 2018 3:51

Operator : SJ/JU

Sample : Ji817-01

Misc :

ALS Vial =: 30 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-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.074 2544 2548 2559 rVB2 47811 101035 2.67% 0.410%

36 17.786 2663 2669 2677 rVB4 34091 89304 2.36% 0.362%

Sum of corrected areas: 24664459
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030818\

BF103542.D

9 Mar 2018 3:51

SJ/Ju

J1817-01

30 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103542.D

Aca On > 9 Mar 2018 3:51

Operator : SJ/JU

Sample : Ji817-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

2.12 3.19 ng 136340 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 56
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
3 Borane. dimethoxv- 74 C2H7BO2 004542-61-4 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 6 (2.122 min): BF103542.D (-3) (-) m/z 73.00 100.00%
7B
5000
43
T 87 /\\- R R N
37 ‘ 2.20 2.30 2.40 2.50
et L Tm/z 43.00  36.26%
mz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRNURRSE U U LU
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 29.96%
29
""w"'w"'w?§'w"'w'"w'§?w"'w"'w"'w"w
mz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance
73
HRNURESE U U LU
2.20 2.30 2.40 2.50
5000 55 m/z 87.05 25.07%
43
15 %2 g 67 83 %8
mz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #785: Borane, dimethoxy-
7B 2.20 2.30 2.40 2.50
43 m/z 41.00 12.77%
5000 o
29
oz | s 57 |
mz-> 0 10 20 30 40 50 60 70 8 90 100 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103542.D

Aca On > 9 Mar 2018 3:51

Operator : SJ/JU

Sample : Ji817-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.09 2.92 ng 124802 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
3 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 17
4 4-Pentene-2-ol. 2-methvl 100 C6H120 000624-97-5 9
5 Hexane, 1l-ethoxy- 130 C8H180 005756-43-4 9

Abundance Scan 511 (5.093 min): BF103542.D (-507) (-) m/z 43.00 100.00%
43
59
5000
1 480 5.00 520 540
..,....,....,....',':...?1..:!,....,....,??..,9?...,|....,.. m/z 59.00 63.23%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R UL UL I
4.80 5.00 5.20 5.40
59 m/z 101.00 19.43%
21 37 53 \‘ 67 77 83 o1 }?1
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
A
480 500 520 5.40
5000 41 m/z 58.00 16.77%
31
69 87
15 53 98
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4769: 1-Butanol, 3-methoxy- A
50 4.80 5.00 520 5.40
m/z 41.00 8.26%
5000
31
N A Y S S S
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40

8270-BF022218_.M Fri Mar 09 10:33:34 2018 Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103542.D

Aca On > 9 Mar 2018 3:51

Operator : SJ/JU

Sample : Ji817-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3 unknown6.63 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.63 54_.76 ng 2343870 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 772 (6.628 min): BF103542.D (-770) (-) m/z 132.00 100.00%

132
5000

620 640 660 680 700
m/z 68.00 50.91%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine

132
69

104

5000 B IR A S
620 640 6.60 6.80 7.00

51 78 m/z 65.95 35.15%

SN /G (NN NOU AN | SRR |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.20 6.40 6.60 6.80 7.00

5000 m/z 134.00 30.00%
33 44 o 97 105
78
51 60 86 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T e
132 620 640 660 680 700

m/z 69.00 18.96%

5000
104
51 66 77
14 27 37 44 5! 58 | 5. 89 97 || 115
e e L B L e AR Lo

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103542.D

Aca On > 9 Mar 2018 3:51

Operator : SJ/JU

Sample : Ji817-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 5 Pentadecane Concentration Rank 11

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

9.82 2.35 ng 117248 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Tetradecane 198 C14H30 000629-59-4 80
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 59

Abundance Scan 1315 (9.822 min): BF103542.D (-1311) (-) m/z 57.00 100.00%
57
43
71
5000 g5
99 113 9.60 9.80 10.00 10.20
,,'| ol 2T 2 “m/z 43.00 75.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000 RN R AN RGN R
85 9.60 9.80 10.00 10.20
29 m/z 71.00 56.28%
HJLHA ?mmwmmm 212
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 250
Abundance
43 57
71 9.60 9.80 10.00 10.20
5000 o m/z 41.00 37.57%
29
99 113 127 141 155 169 183 226
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 250
Abundance #48835: Tridecane O L e B
43 97 9.60 9.80 10.00 10.20
m/z 84.95 36.21%
71
5000
85
29
s | e s
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103542.D

Aca On > 9 Mar 2018 3:51

Operator : SJ/JU

Sample : Ji817-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 6 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.32 2.24 ng 112035 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Tetradecane 198 C14H30 000629-59-4 80
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80

Abundance Scan 1400 (10.322 min): BF103542.D (-1396) (-) m/z 57.00 100.00%

57

43

5000

10.00 10.20 10.40 10.60
m/z 43.00 65.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
43 ¥
5000 71 LA L L L L L L LB B |
85 10.00 10.20 10.40 10.60
29 m/z 71.00 54 _76%
Lol J 99 113127 141 155 169 183197 226
B s e I aa e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 e e e e
- 10.00 10.20 10.40 10.60
5000 a5 m/z 85.00 41.19%
29 99
113127 141 155 169 182 106 210 240
B L s B e Lamaa B S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48835: Tridecane R R ans S e
43 57 10.00 10.20 10.40 10.60
m/z 41.00 32.45%
71
5000
85
29 ‘ ‘
99
1 O NN B ol /o 01 o s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103542.D

Aca On > 9 Mar 2018 3:51

Operator : SJ/JU

Sample : Ji817-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 7 Triethyl citrate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.57 2.19 ng 109589 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 3-Chloro2-fluorobenzoic acid. 6-... 370 C21H32CIF02 1000338-64-9 40
4 Piperazine-l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 38
5 N-(5-[3-(2-0x0-benzooxazol-3-yl)... 318 C14H14N403S 1000300-11-5 38
Abundance Scan 1442 (10.569 min): BF103542.D (-1439) (-) m/z 157.00 100.00%
187
5000 115
I 87 129 10.20 10.40 10.60 10.80
60 203 ) . ) )
...,....,|....,..'..,.J:..,..'.:,..'..1,4.3?. e e || M/z 115.00  41.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157
N
29 U DAL BN B I
2000 115 10'20 10. 40 10|60 10|80 '
43 203 m/z 43.00 19.69%
15 | J 69 87,4 | 12943 85 231 277
m/z--> 25 40 éo 80 100 150 140 160 180 200 220 240 260 280
Abundance
157
10.20 10.40 10.60 10.80
5000 43 115 m/z 111.00 10.06%
87
73
59 0 B 188
wmwwmwwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196760: 3-Chloro2-fluorobenzoic acid, 6-tetradecy! ester
157 10.20 10.40 10.60 10.80
m/z 158.00 8.69%
5000
196
55 69 83 97111 129 175
S e SN e R o A A B A R R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1020 10.40 10.60 10.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103542.D

Aca On > 9 Mar 2018 3:51

Operator : SJ/JU

Sample : Ji817-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 8 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.79 3.83 ng 163330 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 83
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 1480 (10.792 min): BF103542.D (-1477) (-) m/z 57.00 100.00%
57
5000
4 85
| | 1 1040 1060 1080 1100 1150
el et e et || M7z 43.000 68.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
5000 85 AR U BRI DR B
10 40 10. 60 10 80 11. oo 11. 20
4 m/z 71.00 58.56%
] “ L L8 14 169 197 225 253 281 309 33

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57

10.40 10.60 10.80 11.00 11.20

5000 a 85 m/z 85.00 37.38%

U3 141 160 107 g95 254
mmmﬁrﬁwmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83025: Hexadecane P T T T T T
57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 32.69%

5000
4 85

I | w 113 141 169 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10. 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103542.D

Aca On > 9 Mar 2018 3:51

Operator : SJ/JU

Sample : Ji817-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 9 Nonadecyl pentafluoropropio... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.07 ng 105463 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 Octacosanol 410 C28H580 000557-61-9 90
Abundance Scan 2003 (13.868 min): BF103542.D (-1999) (-) m/z 57.00 100.00%
57 83
5000
111
L o 13160 1380 1400 1420
A m/z 42.95 97 .80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
57
5000 LRI B UL IR B
15 13.60 13.80 14.00 14.20
m/z 55.00 84.63%
ZPJ ‘ ‘ h W M m “3 182 210 233 266 311 412
m/z--> 50 200 250 300 350 400
Abundance
57
97 SR AR SUNILE S SR
13.60 13.80 14.00 14.20
5000 m/z 83.00 78.80%
29 125
77 154 182 210 238 283 334
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecy! ester
4 13.60 13.80 14.00 14.20
83 m/z 69.00 69.58%
5000
111
J 139 182 210
m/z--> 50 100 1éo 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103542.D

Aca On > 9 Mar 2018 3:51

Operator : SJ/JU

Sample : Ji817-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 10 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.96 3.49 ng 82013 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Heptacosane 380 C27H56 000593-49-7 86
4 Heneicosane 296 C21H44 000629-94-7 72
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72
Abundance Scan 2359 (15.962 min): BF103542.D (-2355) (-) m/z 57.00 100.00%
57
5000
15.60 15.80 16.00 16.20
...:;l '-“-"'--'- Wodes e m/z 71.00 59.00%
m/z--> 50 15 200 250 300 350 400
Abundance #194494: Hexacosane
57
5000 85 L DU DL B R
15 60 15. 80 16. oo 16.20
m/z 43.00 53.36%
29| h ““ \ Jlﬂl‘169 197 225 253 295 366
m/z--> 50 160 1%0 260 2%0 360 3%0 460 !
Abundance
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.00 50.50%
113 141
169 197 225 253 261 30 337 365 437
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #202661: Heptacosane e REBAERE s
57 15.60 15.80 16.00 16.20
m/z 55.00 22.38%
5000 85
29 113 141 169
J [t 1197 225 253 281 309 337 380
m/z--> 55 160 1%0 260 2%0 360 3%0 460 ! 1560 1580 1600 1620 '

8270-BF022218_.M Fri Mar 09 10:33:37 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103542.D

Aca On > 9 Mar 2018 3:51

Operator : SJ/JU

Sample : Ji817-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Pentacosane Concentration Rank 3

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

16.47 5.20 ng 121998 Perylene-d12 15.57

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87

5 2-Bromotetradecane

276 C14H29Br

074036-95-6 86

Abundance Scan 2445 (16.468 min): BF103542.D (-2441) (-) m/z 57.00 100.00%
57
114, “1}3 141 169 97 16.20 16.40 16.60 16.80
B O L — m/z 71.00 64.72%
miz--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
5000 85 LA L L L L L L
16.20 16.40 16.60 16.80
13 m/z 43.00 59.27%
29| | ) Mt 169 211 239 267 295 323 352
e ST ME i LML
miz--> 50 100 150 200 250 300 350 400
Abundance
57
e
16.20 16.40 16.60 16.80
5000 85 m/z 85.00 46.10%
113
29 141 169 197 225 253 281 309 337 365 393 422
P T [ T T T T T T T T
miz--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane T
57 16.20 16.40 16.60 16.80
m/z 55.00 25.60%
5000 85
113
290 | ]] U | 141,169 197 225 267 295 365 393
e — e T e e
miz--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103542.D

Aca On > 9 Mar 2018 3:51

Operator : SJ/JU

Sample : Ji817-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 12 Tetratetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.07 4_.30 ng 101035 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 86
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 2547 (17.068 min): BF103542.D (-2544) (-) m/z 57.00 100.00%

5[
5000
99

J|“Hn9 1680 17.00 1720 17.40

g d 200 28t | m/z 71.00 68.35%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #241528: Tetratetracontane M/\AJ\AMM
57

5000 L

16,80 17.00 17.20 17.40
m/z 85.00 47 .21%
h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
”w”wmmm.m””m.m”m“mww”wm

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

16.80 17.00 17.20 17.40
5000 m/z 43.00 45 _53%

99
26 141 183 225 267 309 351 393 436

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane AR EEEEE RS
57 16.80 17.00 17.20 17.40

m/z 55.00 25.23%

5000

99
41 183 225 261337 34

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 80 17. 00 17. 20 17. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103542.D

Aca On > 9 Mar 2018 3:51

Operator : SJ/JU

Sample : Ji817-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 13 Heptadecane, 8-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.79 3.80 ng 89304 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 80
2 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 59
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 50
4 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 49
5 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 47
Abundance Scan 2670 (17.792 min): BF103542.D (-2663) (-) m/z 57.00 100.00%
57
71

5000

113127 143 159173 195209 281 17.40 17.60 17.80 18.00 18.20
m/z 71.00 67.83%

99

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105898: Heptadecane, 8-methyl-
57 71

43 85
5000 LA B L L L L L L L
17. 40 17. 60 17. 80 1800 18. 20
‘ 9 126, m/z 43.00 53.81%

L h 140 | 169183197211225239254

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

Abundance
43
57 R RE AR R
17.40 17.60 17.80 18.00 18.20
5000 71 m/z 85.00 49 _.53%
85
29 %9113 155 189 219
me’mmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexy! ester BT
57 17.40 17.60 17.80 18.00 18.20
43 m/z 55.00 21.50%
71 gg
5000
29 113
I N O N N R ————
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 40 17. 60 17. 80 18 00 18. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030818\
Data File : BF103542.D

Acq On : 9 Mar 2018 3:51

Operator : SJ/JU

Sample - J1817-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.12 3.2 ng 136340 1 6.86 856113 20.0
2-Pentanone, 4-hy... 5.09 2.9 ng 124802 1 6.86 856113 20.0
unknown6.63 6.63 54_.8 ng 2343870 1 6.86 856113 20.0
Pentadecane 9.82 2.4 ng 117248 3 9.90 999704 20.0
Hexadecane 10.32 2.2 ng 112035 3 9.90 999704 20.0
Triethyl citrate 10.57 2.2 ng 109589 3 9.90 999704 20.0
Tetracosane 10.79 3.8 ng 163330 4 11.40 853107 20.0
Nonadecyl pentafl... 13.87 3.1 ng 105463 5 14.06 686704 20.0
Hexacosane 15.96 3.5 ng 82013 6 15.57 469538 20.0
Pentacosane 16 .47 5.2 ng 121998 6 15.57 469538 20.0
Tetratetracontane 17.07 4.3 ng 101035 6 15.57 469538 20.0
Heptadecane, 8-me... 17.79 3.8 ng 89304 6 15.57 469538 20.0
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