LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG032019\
Data File : BG040050.D
Acq On : 21 Mar 2019 00:26 Instrument :
Operator : JU/SJ ?le\!A_(tSS el

- _ lentosampleld :
3?22'6 : K1987-06 20190084-FIELD-DUPLICATE
ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 height area % max. total

3.193 14 18 25 rBv2 68465 118909 4 _55% 0.747%
3.269 27 31 39 rvB 112039 159575 6.11% 1.002%
rBv 716187 1161341 44.48% 7.291%
7.293 707 716 729 rBV 752255 1405881 53.85% 8.826%
7.669 771 780 787 rBV 735313 1254159 48.03% 7.874%
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8.139 853 860 868 rBvV 143085 246202 9.43% 1.546%
8.462 908 915 924 rBV 495988 874198 33.48% 5.488%
rBv 458927 802163 30.72% 5.036%
10.959 1330 1340 1350 rBV 203041 373723 14.31% 2.346%
13.391 1746 1754 1764 rBV 1203976 1874812 71.81% 11.770%
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11 14.207 1887 1893 1899 rBvV 71798 108798 4_.17% 0.683%
12 14.766 1982 1988 1997 rVB2 354027 557417 21.35% 3.500%
13 16.252 2234 2241 2252 rBV 1055150 1585838 60.74% 9.956%
14 17.515 2449 2456 2466 rVB2 453251 714110 27.35% 4.483%

15 18.361 2594 2600 2606 rBvV3 19247 32720 1.25% 0.205%
16 20.105 2891 2897 2903 rBVY 2033762 2610966 100.00% 16.392%
17 21.386 3110 3115 3131 rBvV7 24353 74804 2.86% 0.470%
18 21.797 3177 3185 3192 rBvV 455267 767671 29.40% 4.820%
19 21.938 3206 3209 3217 rVB3 21194 29897 1.15% 0.188%
20 22.561 3309 3315 3323 rBV2 44314 81156 3.11% 0.510%
21 23.272 3430 3436 3443 rBV2 56565 106423 4.08% 0.668%
22 23.477 3465 3471 3477 rVB3 15016 27360 1.05% 0.172%
23 24.106 3571 3578 3586 rBV2 49442 110932 4._.25% 0.696%
24 25.087 3738 3745 3748 rBV5 32416 79353 3.04% 0.498%
25 25.151 3748 3756 3768 rVB3 243079 734528 28.13% 4.611%
26 26.250 3935 3943 3945 rBV7 16855 35356 1.35% 0.222%
Sum of corrected areas: 15928292
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\

Data File : BG040050.D

Acqg On : 21 Mar 2019 00:26

Operator : JUu/SJ

ﬁ?ggle : K1987-06 20190084-FIELD-DUPLICATE
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040050.D
2000000

1500000

1000000
5.69 7.29 767

500000 8.46 9.32

3387 8.14 10.96

e I I R L .

Time--> 3.50 4.00 A4. 50 5. OO 5. 50 6. OO 6. 50 7. OO 7. 50 8. OO 8. 50 9. OO 9. 50 10 00 10. 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG040050.D
2000000 20.11

1500000

13.39

16.25
1000000

500000 17.51 21.80
14.77

14.21
N | e ol NN | | SU— | R <O,

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG040050.D
2000000

1500000
1000000

500000
25.15

233848 2411 25”/&9 26.25

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\

Data File : BG040050.D

Acq On : 21 Mar 2019 00:26

Operator : JU/SJ

ﬁ?ggle : K1987-06 20190084-FIELD-DUPLICATE
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.27 12.96 ng 159575 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25

Abundance Scan 31 (3.269 min): BG040050.D (-27) (-) m/z 73.15 100.00%

B
5000 43
55 87

36 | 3.203.303.40 3.50 3.60 3.70
Ol M b et e e e e | M7z 43.15 44 79%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 DERRRE ARRS RARRE AREE RARRN ARRE R
3.20 3.30 3.40 3.50 3.60 3.70
5 87 m/z 55.15 33.11%

i

‘\ |, 80
mz> 10 % % 4 5'0 60 70 80 90 100 110 120 130
Abundance
73
87

3.203.303.40 3.50 3.60 3.70

o

5000 4 55 m/z 87.15 27.26%
29
0 65 80 97 112 129
L o e LA e o o e R RRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol
73 3.203.30 3.40 3.50 3.60 3.70

m/z 41.15 13.28%

55
43
5000
15 ‘ ‘ 81
0..,.”.,.”lhh.”,...w....“...,m..,.”.,..”,...w....“...,”..

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.203.303.403.503.603.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\

Data File : BG040050.D

Acq On : 21 Mar 2019 00:26

Operator : JU/SJ

ﬁ?ggle : K1987-06 20190084-FIELD-DUPLICATE
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 unknown7.67 Concentration Rank 1

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

7.67 101.88 ng 1254160 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 17
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 780 (7.669 min): BG040050.D (-771) (-) m/z 132.15 100.00%
132
5000 68
0,5l o P T 7k T8 5o
0.w”.w.”w.”ﬂﬂn“!Lw:hh.hq.“.““u“m.“.““.“pt”,“. m/z 68.15 43.04%
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 e A S LR AR
7.40 7.60 7.80 8.00
78 m/z 134.15 33.60%
31 38 Sﬁ
0'W'”'P'“I”J“'h'P'”I”'H““'P'”I”'W'“'P'”P'”I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 8.00
5000 m/z 66.15 30.39%

15 28 39 52 6 77 o0 104 .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R ma R e

132 7.40 7.60 7.80 8.00
m/z 69.15 16.77%

5000
69
57
9 - “ ‘ % g9 103 ‘

0.w”.w””,””mﬂ$WHhﬁmu“mh.”hmeNM,yﬁ“.”,.”“” AR AR E ma e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\

Data File : BG040050.D

Acq On : 21 Mar 2019 00:26

Operator : JU/SJ

ﬁ?ggle : K1987-06 20190084-FIELD-DUPLICATE
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22 .56 2.11 ng 81156 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 87
Abundance Scan 3315 (22.561 min): BG040050.D (-3309) (-) m/z 57.25 100.00%
57
5000
97 USRI S I
], 155 221 282 22.20 22.40 22.60 22.80
oA L S e e e m/z 71.20 58.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
57
5000
22.20 22.40 22.60 22.80
m/z 43.20 58.77%
o 26) h () \ 141 183 225 282
miz--> 0 50 100 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
22120 22.40 22.60 22.80
5000 m/z 85.20 41.11%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57 22.20 22.40 22.60 22.80
m/z 55.20 25.02%
5000

99
26 ] |, 141 183 225 281 337 394

e M —— e .

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\

Data File : BG040050.D

Acq On : 21 Mar 2019 00:26

Operator : JU/SJ

ﬁ?ggle : K1987-06 20190084-FIELD-DUPLICATE
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.27 2.77 ng 106423 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 3436 (23.272 min): BG040050.D (-3430) (-) m/z 57.20 100.00%

57
5000 85

113 23. 00 23 20 23. 40 23 60
141 168 197 225 281
o,...J,..L.*.ll.i.'-..',‘....~,....,...-.,....,....,...., m/z 43.20 55.51%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57

5000 85 TTT TTTT TTTT TTTT TTTT
23. 00 23 20 23. 40 23 60
29 m/z 71.20 50.66%
N ‘ || M3 141 169 197 225 253 281 309 338
L e o o LA o o e e e O R A o i o o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
23.00 23.20 23.40 23.60
5000 m/z 85.25 38.93%
85
29 113 1m
0 169 197 225 253 280 309 351 379 407 436
L o o B B L I e e e e e N i i e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141425:; Heneicosane
57 23.00 23.20 23.40 23.60
m/z 55.20 28.26%
5000 85
29
. | ‘ |13 141 169 197 225 253 296
m/z--> 0 50 100 150 200 250 300 350 400 23. 00 23 20 23. 40 23 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\

Data File : BG040050.D

Acq On : 21 Mar 2019 00:26

Operator : JU/SJ

ﬁ?ggle : K1987-06 20190084-FIELD-DUPLICATE
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.11 3.02 ng 110932 Perylene-d12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 87
Abundance Scan 3579 (24.112 min): BG040050.D (-3571) (-) m/z 57.25 100.00%
g7
5000 85 ,ﬁw\~v\~Mﬁ~Jf\_MMMVVMMNNM
35155177 207 23.80 24.00 24.20 24.40
0! m/z 43.20 62.04%
m/z--> 0 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 U AU U B
85 Bmmmmmmm
29 m/z 71.25 50.66%
o 1] i J 113 141 169 197 205 253 282
m/z--> 6 55 100 1%0 260 2%0 300 3%0
Abundance
57
23.80 24.00 24.20 24.40
5000 85 m/z 85.20 44 .21%
29 253
L2 113 141 169 197 995 281
m/z--> 6 55 160 150 260 250 300 3%0
Abundance #194493: Hexacosane
57 23.80 24.00 24.20 24.40
m/z 55.10 23.70%
5000 85
. 29 1 | ”113 141 169 197 225 253 295 323 367
m/z--> 6 55 100 1%0 260 250 360 350 2380 2400 2420 2440
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\

Data File : BG040050.D

Acq On : 21 Mar 2019 00:26

Operator : JU/SJ

ﬁ?ggle : K1987-06 20190084-FIELD-DUPLICATE
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 Sulfurous acid, 2-propyl tr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.09 2.16 ng 79353 Perylene-d12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 86
2 Nonadecane 268 C19H40 000629-92-5 83
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 80
Abundance Scan 3746 (25.093 min): BG040050.D (-3738) (-) m/z 57.20 100.00%
43
5000
99 264 UL AN SN SR B
113127141185 177 193207 24.80 25.00 25.20 25.40
Ot m/z 71.25 61.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #149373: Sulfurous acid, 2-propy! tridecyl ester
43
57
5000 & 85
24.80 25.00 25.20 25.40
m/z 43.15 60.11%
oL 2 ‘\ ‘ I P 1131?7141 AT
m/z--> 20 4b 60 85 100 120 140 160 180 200 220 240 260 280
Abundance
43 o7
71 U DA SN SR B
24.80 25.00 25.20 25.40
5000 85 m/z 85.20 39.30%
29 9 268
REE 11312714115516018319721129539
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100330: 2-Bromo dodecane
57 24.80 25.00 25.20 25.40
m/z 55.20 25.41%
43 71
5000 85
29 99
113 169
oL15 1 “\‘\“\\12‘719\ 248
m/z--> 20 4b 60 80 100 120 140 160 180 200 220 240 260 280 24.80 25.00 25.20 25.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\

Data File : BG040050.D

Acq On : 21 Mar 2019 00:26

Operator : JU/SJ

ﬁ?ggle : K1987-06 20190084-FIELD-DUPLICATE
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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... 3.27 13.0 ng 159575 1 8.14 246202 20.0
unknown7 .67 7.67 101.9 ng 1254160 1 8.14 246202 20.0
Tetratetracontane 22 .56 2.1 ng 81156 5 21.80 767671 20.0
Tetracosane 23.27 2.8 ng 106423 5 21.80 767671 20.0
Eicosane 24.11 3.0 ng 110932 6 25.16 734528 20.0
Sulfurous acid, 2... 25.09 2.2 ng 79353 6 25.16 734528 20.0
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