LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\

Data File : BF110218.D

Aca On - 26 Oct 2018 19:10 Instrument :
Operator : JU/SJ BNA_F

Sample  : J5624-07 5X et
Misc i PA-SB-02A

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:\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 2.275 28 32 39 rvB 70209 99603 10.02% 1.209%
2 4.587 422 425 431 rBV 8602 11454 1.15% 0.139%
3 5.187 524 527 538 rVB 33213 38758 3.90% 0.470%
4 5.575 590 593 606 rVB 381925 397176 39.95% 4.821%
5 6.581 760 764 776 rBV2 500550 507016 51.00% 6.155%
6 6.734 786 790 793 rBV 487982 447293 45.00% 5.430%
7 6.969 826 830 836 rBV 853848 773522 77.81% 9.390%
8 7.122 852 856 869 rVB 445269 370418 37.26% 4 .496%
9 7.522 921 924 935 rBV 258004 269570 27.12% 3.272%
10 8.251 1044 1048 1064 rVB 1114961 994084 100.00% 12.067%
11 9.322 1226 1230 1240 rBV 529711 482149 48.50% 5.853%
12 9.716 1294 1297 1304 rBV 46088 43869 4_.41% 0.533%
13 10.010 1343 1347 1359 rBVY 1009970 926564 93.21% 11.247%
14 10.416 1413 1416 1419 rvB2 20311 18086 1.82% 0.220%
15 10.798 1478 1481 1491 rBvV 154227 146191 14.71% 1.775%
16 10.898 1495 1498 1506 rBVvV4 8529 15062 1.52% 0.183%
17 11.504 1597 1601 1604 rBvV 802231 753072 75.76% 9.141%
18 12.004 1684 1686 1689 rBvV 12878 12209 1.23% 0.148%
19 12.716 1804 1807 1811 rBV 51184 49224 4 .95% 0.598%
20 12.951 1841 1847 1852 rBV 54034 59742 6.01% 0.725%
21 13.080 1866 1869 1874 rVB 380251 352376 35.45% 4.277%
22 13.274 1896 1902 1904 rBV6 12177 20563 2.07% 0.250%
23 13.968 2018 2020 2024 rBvV4 21179 24268 2.44% 0.295%
24 14.110 2042 2044 2045 rBV 16371 12059 1.21% 0.146%
25 14.151 2046 2051 2054 rBV 738616 691007 69.51% 8.388%
26 14.592 2124 2126 2130 rVB5 25841 23811 2.40% 0.289%
27 14.915 2178 2181 2185 rVB 32699 32582 3.28% 0.396%
28 15.268 2238 2241 2245 rVB2 55143 66695 6.71% 0.810%
29 15.674 2305 2310 2316 rBV 373130 522132 52.52% 6.338%
30 16.133 2385 2388 2394 rVB2 57513 77446 7.79% 0.940%
Sum of corrected areas: 8238001
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110218.D

Aca On : 26 Oct 2018 19:10

Operator : JU/SJ

Sample : J5624-07 5X

Misc :

ALS Vial : 13 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: BF110218.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110218.D

Aca On : 26 Oct 2018 19:10

Operator : JU/SJ

Sample : J5624-07 5X

Misc :

ALS Vial : 13 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 4

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

2.28 2.58 ng 99603 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-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 47
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 23

Abundance Scan 33 (2.281 min): BF110218.D (-28) (-) m/z 73.10 100.00%

7B

5000
43
55 a7
36| 2.202.302.402.50 2.602.70
et el e | Mz 43.00  37.35%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-

73

5000
43 2.202.302.402.50 2.602.70
55 87 m/z 55.00 31.42%
29
R B o I A B o b e e S R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol
73
. 55 2.20 2.302.40 2.50 2.60 2.70
5000 4 m/z 87.05 25.22%
27 ‘
..,.1?.,...‘l‘,‘....‘ila‘..,.‘..‘.,....,‘.:..E,;%...,....,....,....,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73 2.202.302.402.50 2.602.70
87 m/z 41.00 14 .95%
5000 41 55
29 “
Ll el s | o7 112 apo
l|||||||||||||lllllllllllllllllllllll ||||||||||||lllllllllllllllll _V'ﬂTrv'V'V'rl'l'l'l-rl'l'l'l'rl'l'l'l'rl'l'l'l‘rl'm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50 2.602.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110218.D

Aca On : 26 Oct 2018 19:10

Operator : JU/SJ

Sample : J5624-07 5X

Misc :

ALS Vial : 13 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 unknown6.73 Concentration Rank 1

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

6.73 11.57 ng 447293 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 789 (6.728 min): BF110218.D (-786) (-) m/z 132.00 100.00%
5000 68
75 6 || . 9|6 104 6.40 6.60 6.80 7.00
..,....,....,...:l'.'..:,.... TN NP A PSS || S m/z 68.10 42.55%
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 N
5000 RS RRBERE LARR
6.40 6.60 6.80 7.00
0
314 5 78 m/z 134.00 32.15%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.40 6.60 6.80 7.00

5000 67 m/z 66.00 27.48%
41 97
53 117
S Y A-NA B T 7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole  EEAm e
132 6.40 6.60 6.80 7.00

m/z 69.10 15.90%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
BF110218.D

26 Oct 2018 19:10

Ju/sJ

J5624-07 5X

13 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

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

BF102318.M

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 Heptacosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
1527 2.5 ng 66695  Perylene-di2 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heptacosane 380 C27H56 000593-49-7 58
2 Tridecane. 1l-iodo- 310 C13H271 035599-77-0 52

3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42
4 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S

000638-36-8 52
1000280-67-0 52

5 Hexacosane 366 C26H54 000630-01-3 52
Abundance Scan 2241 (15.268 min): BF110218.D (-2238) (-) m/z 57.05 100.00%
57
5000
m/z 71.05 63.66%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LA L L L L L LB
85 15.00 15.20 15.40 15.60
m/z 43.10 60.81%
29
. | | 4118 141 169 197 225 253 281 323 351 380
— et
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
5[7
R N RARE SRR m e
15.00 15.20 15.40 15.60
5000 a5 m/z 85.10 45.39%
28
113 183
..M,M A e
m/z--> 50 100 150 200 250 300 350
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl- i B
57 15.00 15.20 15.40 15.60
m/z 55.00 21.75%
5000
85
29
113
183
e e s
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110218.D

Aca On : 26 Oct 2018 19:10

Operator : JU/SJ

Sample : J5624-07 5X

Misc :

ALS Vial : 13 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 5 Eicosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.13 2.97 ng 77446 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 64
2 Hexacosane 366 C26H54 000630-01-3 58
3 Tetracosane 338 C24H50 000646-31-1 58
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 52
5 Pentadecane 212 C15H32 000629-62-9 52

Abundance Scan 2387 (16.127 min): BF110218.D (-2385) (-) m/z 57.00 100.00%
57
5000
190 225 253 285 15.80 16.00 16.20 16.40
m/z 71.10 71.43%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 RN SRR B
85 15.80 16.00 16.20 16.40
29 m/z 43.00 63.08%
| l | | | 118 141 160 197 205 253 282
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #194493: Hexacosane
57
15,80 16.00 16.20 16.40
5000 85 m/z 85.10 44.17%
zfl‘ “ | M2 1491 169 197 225 253 205 323 367
m/z--> 55 160 150 260 2%0 360 3éo
Abundance #175559:; Tetracosane e o o
57 15.80 16.00 16.20 16.40
m/z 55.10 25.27%
85
5000
29
I ‘ LM 24 169 197 205 283 338
m/z--> 5'0 1(')0 150 200 251,0 3(')0 35'30 15.|80 16.|00 16.|20 16.I4O
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102618\
Data File : BF110218.D

Acq On : 26 Oct 2018 19:10

Operator : JU/SJ

Sample - J5624-07 5X

Misc :

ALS Vial : 13 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.28 2.6 ng 99603 1 6.97 773522 20.0
unknown6.73 6.73 11.6 ng 447293 1 6.97 773522 20.0
Heptacosane 15.27 2.5 ng 66695 6 15.67 522132 20.0
Eicosane 16.13 3.0 ng 77446 6 15.67 522132 20.0

8270-BF102318.M Mon Oct 29 10:18:34 2018 Page: 7



