LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110634.D

Aca On 9 Nov 2018 18:25 Instrument :
Operator : JU/SJ BNA_F

Sample  : J5860-10 UG
Misc i EP2-EB-01-1118
ALS Vial : 5 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-BF110818 .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 2.269 26 31 43 rVB 443825 561345 18.33% 2.866%
2 5.563 587 591 611 rBY 1000975 940048 30.69% 4 .800%
3 6.563 757 761 774 rBV 609295 573552 18.72% 2.929%
4 6.716 782 787 790 rBVY 1880228 1882813 61.47% 9.614%
5 6.945 822 826 837 rVB 561962 507665 16.57% 2.592%
6 7.098 848 852 856 rBY 1792783 1674246 54.66% 8.549%
7 7.510 917 922 925 rBY 1480000 1497053 48.87% 7.644%
8 8.228 1039 1044 1058 rBV 675688 679098 22.17% 3.467%
9 9.298 1221 1226 1230 rBV 2682775 2745062 89.62% 14.016%
10 9.986 1338 1343 1352 rVB 825495 776531 25.35% 3.965%

11 10.780 1474 1478 1499 rBV 1591946 1481618 48.37% 7.565%
12 11.480 1593 1597 1606 rBV 914807 823991 26.90% 4.207%

13 12.768 1812 1816 1823 rBV3 24055 37823 1.23% 0.193%
14 13.068 1861 1867 1870 rBV 3169029 3063094 100.00% 15.640%
15 13.610 1955 1959 1962 rBV 41322 36588 1.19% 0.187%
16 13.939 2012 2015 2019 rBV 39146 31110 1.02% 0.159%
17 14.127 2043 2047 2054 rBV 752841 744272 24 _.30% 3.800%
18 14.257 2065 2069 2073 rBV 57367 51984 1.70% 0.265%
19 14.557 2117 2120 2124 rBV 84525 82875 2.71% 0.423%

20 14.874 2169 2174 2180 rBV 141254 153551 5.01% 0.784%
21 15.227 2229 2234 2240 rVB 177768 205773 6.72% 1.051%
22 15.621 2296 2301 2303 rBV 180354 226542 7.40% 1.157%
23 15.656 2303 2307 2316 rVB 343351 462957 15.11% 2.364%
24 16.074 2372 2378 2387 rBV 125288 199845 6.52% 1.020%
25 16.604 2462 2468 2476 rVB2 57691 105366 3.44% 0.538%

26 17.221 2569 2573 2581 rVB3 19482 40000 1.31% 0.204%

Sum of corrected areas: 19584802
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110634.D

Aca On : 9 Nov 2018 18:25

Operator : JU/SJ

a?ggle i J5860-10 EP2-EB-01-1118
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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: BF110634.D
3000000

2500000
2000000 6.72

7.10

1500000 7.51

1000000 5.56

6.56 6.95
500000{ 2.27

0 L L L

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: BF110634.D
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9.30
2500000

2000000
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1500000
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500000

L 12.77

e e L

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: BF110634.D

3000000

2500000
2000000
1500000

1000000
14.13

500000 15.66

1523 15f2
i 16.07 16.60 17.22
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Ot A e e e e
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T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110634.D

Aca On > 9 Nov 2018 18:25

Operator : JU/SJ

Sample = J5860-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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.

2.27 22.11 ng 561345 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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 31 (2.269 min): BF110634.D (-26) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.1 87.1
2.202.302.402.502.60 2.70
O e R e e e e e e m/z 43.05 42 .09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.202.302.402.502.60 2.70
550 87.0 m/z 55.10 29.21%
29.0
0 AN .
RS UL UL UL SO SULILL UL SURILELR IULIL L S WL B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.202.302.402.50 2.60 2.70
5000 410 55.0 m/z 87.10 26.36%
29.0 ‘
o TR ‘ Ly “‘ , 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73.0 2.202.302.402.502.60 2.70
m/z 41.05 13.32%
5000
45.0
29.0
0..,....,....,....,.5.5..(?|....|....|....|...1.0|1.'9.. R R RERe )Ly——r—y—i
m/z--> 20 30 40 50 70 80 90 100 110 120 130 2.202.302.402.502.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110634.D

Aca On : 9 Nov 2018 18:25

Operator : JU/SJ

a?ggle i J5860-10 EP2-EB-01-1118
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.2 Concentration Rank 1

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

6.72 74.18 ng 1882810 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 788 (6.722 min): BF110634.D (-782) (-) m/z 132.00 100.00%
132.0
5000
68.1
0o 0 || o %timo Th 5k ok 7hy
Ol it bl 50 L0 L Tw/z 134.00 33.76%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR SERE SURAE RRARE

6.40 6.60 6.80 7.00
m/z 68.10 29.60%

31.0 51.0
0....,|...'!-,.!..,|!...,...!i.-..7?,9...,....,..-.. SN -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine
132.0
L R
6.40 6.60 6.80 7.00
m/z 66.00 20.02%
5000 104.0
390 520 g0 780
0....,...‘l‘i....i‘.‘...,a‘l‘l.,...‘.‘,....%2.'9..,..‘.. .1.1.7.'?...., N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- e
132.0 6.40 6.60 6.80 7.00
m/z 131.00 12.70%
5000
63.0 104.0
39.0 510 ‘ 7.0 900 117.0
Y Y O] T N i S| S | G —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110634.D

Aca On > 9 Nov 2018 18:25

Operator : JU/SJ

Sample = J5860-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

EP2-EB-01-1118

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8

R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.23 ng 82875 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2121 (14.562 min): BF110634.D (-2117) (-) m/z 57.05 100.00%
57.0
L] %9l 14.20 14.40 14.60 14.80
141.1 209.0 . . . .
ol LA B 2090 amo S 110 62.39%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
51.0
5000 AR B R SRR B
14.20 14.40 14.60 14.80
m/z 43.10 59.13%
Ozpr ﬂ Mwlwonmzmom% 380.0
m/z--> 50 100 1%0 260 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.10 50.88%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 '
Abundance #209566: Octacosane e R EREEa e
57.0 14.20 14.40 14.60 14.80
m/z 41.05 24 .12%
- M
99.0
0 27,00 | | | | 1410 1830 225.0 281.0  337.0 394.0
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\BF110918\

Data File : BF110634.D

Aca On : 9 Nov 2018 18:25

Operator : JU/SJ

a?ggle i J5860-10 EP2-EB-01-1118
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .87 4.13 ng 153551 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2173 (14.868 min): BF110634.D (-2169) (-) m/z 57.10 100.00%
57.1 ﬂ
5000
99.1 R BN SUNILE SR B
J L[, 1411 1es2 14.60 14.80 15.00 15.20
0 ...ur.. T P e S — m/z 43.05 69.12%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L B BULELL BRI UL
mmmmmmmm
99.0 m/z 71.10 63.49Y%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #202661: Heptacosane
57.0
' 14.60 14.80 15.00 15.20
5000 m/z 85.05 43.33%
.0
OZH Jju|¥m1%02mzmom% 380.0
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance #209566: Octacosane e e e SRR e mEE
57.0 14.60 14.80 15.00 15.20
m/z 41.05 23.64%
99.0
0 27,00 | | | | 141 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110634.D

Aca On : 9 Nov 2018 18:25

Operator : JU/SJ

a?ggle i J5860-10 EP2-EB-01-1118
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.07 8.63 ng 199845 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 2377 (16.068 min): BF110634.D (-2372) (-) m/z 57.05 100.00%

5000

:

15.80 16.00 16.20 16.40

281.1

0 m/z 43.10 64.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 LA L L L L L L
15.80 16.00 16.20 16.40
99.0 m/z 71.10 62.19%
ol L LI |y 1410 1830 2250 267.0 309.0 351.0 393.0 436.0
T e e o e e L I o B e B Bl
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
A B
15.80 16.00 16.20 16.40
5000 m/z 85.05 51.18%
99.0
o250f L1, 141.0 183.0 2250 281.0 337.0  394.0
T e o o o LI B a
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane R SEAREREES
57.0 15.80 16.00 16.20 16.40
m/z 41.00 21.18%
5000
99.0
oLt Ay 141.0 183.0 225.0 267.0 309.0  367.0
T e e o o B BBLARL A I o B R B R s
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110634.D

Aca On : 9 Nov 2018 18:25

Operator : JU/SJ

a?ggle i J5860-10 EP2-EB-01-1118
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.60 4_.55 ng 105366 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Docosane 310 C22H46 000629-97-0 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2467 (16.598 min): BF110634.D (-2462) (-) m/z 57.10 100.00%
57.1
' 16,20 1640 16.60 16.80 17.00
0! m/z 71.10 67.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 AR DAL B B BN
16. 20 16. 40 16 60 16. 80 17. 00
99.0 m/z 43.05 62.93%
0260 | || ,| | 1410 1830 2250 267.0 3090 3510 4220
m/z--> 50 100 1éo 260 2%0 360 3éo 460
Abundance #153222: Docosane
57.0
16.20 1640 16.60 16.80 17.00
5000 m/z 85.05 53.66%
9.0
0i2610] | | Jl | , 1410 1830 225.0 2670 310.0
m/z--> §o 160 1%0 200 250 360 3%0 460
Abundance #185535: Heptadecane, 9-octyl- A AEmm e
57.0 16.20 16.40 16.60 16.80 17.00
m/z 99.10 22.07%
5000
99.0
ol A ULy 140 1830 DY 2810 3230
m/z--> §o 160 1éo 200 250 360 3éo 460 16.20 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF110918\

Data File : BF110634.D

Acg On > 9 Nov 2018 18:25

Operator : JU/SJ

a?ggle i J5860-10 EP2-EB-01-1118
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.27 22.1 ng 561345 1 6.95 507665 20.0
unknown6 .2 6.72 74.2 ng 1882810 1 6.95 507665 20.0
Heptacosane 14_.56 2.2 ng 82875 5 14.13 744272 20.0
Heneicosane 14 .87 4.1 ng 153551 5 14.13 744272 20.0
Hentriacontane 16.07 8.6 ng 199845 6 15.66 462957 20.0
Triacontane 16.60 4.5 ng 105366 6 15.66 462957 20.0
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