LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO071717\
Data File : BF096813.D
Aca On = 17 Jul 2017 12:24 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : 14159-04 SOUTH-GAS-SIDEWALL
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:\HPCHEM1I\BNA F\METHODS\8270-BF071317.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 4.781 471 475 487 rVB 313693 423776 16.07% 1.944%
2 5.216 544 549 552 rBY 2534884 2590961 98.26% 11.885%
3 6.257 721 726 735 rBVY 2118412 2484962 94.24% 11.399%
4 6.381 742 747 750 rBVY 2495369 2361530 89.56% 10.833%
5 6.610 782 786 789 rBV 755324 614936 23.32% 2.821%
6 6.769 808 813 816 rBVY 1740840 1684275 63.87% 7.726%
7 7.175 876 882 885 rBVY 1572565 1505460 57.09% 6.906%
8 7.892 999 1004 1007 rBV 964989 846677 32.11% 3.884%
9 8.969 1182 1187 1190 rBV 2867761 2636901 100.00% 12.096%
10 9.357 1250 1253 1256 rBV 280972 230472 8.74% 1.057%
11 9.633 1296 1300 1304 rBV 994909 895508 33.96% 4.108%
12 10.086 1374 1377 1380 rBvV 68018 50536 1.92% 0.232%
13 10.304 1409 1414 1416 rBvV2 25548 29716 1.13% 0.136%
14 10.421 1430 1434 1437 rBV 1376133 1247620 47.31% 5.723%
15 10.557 1454 1457 1463 rBvV 82007 99577 3.78% 0.457%
16 11.004 1528 1533 1535 rBvV2 45205 43065 1.63% 0.198%
17 11.110 1547 1551 1555 rVB 948850 785362 29.78% 3.603%
18 12.439 1772 1777 1788 rBvV3 43645 64563 2.45% 0.296%

19 12.692 1816 1820 1824 rBV 1855626 1924450 72.98% 8.828%
20 13.598 1971 1974 1981 rVB2 123562 140388 5.32% 0.644%

21 13.733 1992 1997 2000 rBV 594737 541862 20.55% 2.486%

22 14.492 2123 2126 2129 rBV 30964 34045 1.29% 0.156%

23 15.104 2225 2230 2236 rBV 465503 524300 19.88% 2.405%

24 16.545 2471 2475 2479 rVB6 23635 38498 1.46% 0.177%
Sum of corrected areas: 21799440
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO071717\

Data File : BF096813.D

Aca On 17 Jul 2017 12:24

Operator : SJ/JU

ﬁ?ggle : 14159-04 SOUTH-GAS-SIDEWALL
ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF071317.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: BF096813.D

5.22
2500000 6.38

6.26
2000000
6.77

7.17
1500000

1000000
6.61

500000 478

o1 o i lbeo  p e e A

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF096813.D

2500000
2000000 12.69
1500000 10.42

1000000{7:89 9.63 1111

500000

f[ 10.091939{ 1056 110 12.44 136

N

o~ AN e e A s

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF096813.D

2500000
2000000
1500000

1000000

13.73
15.10

500000
14.49 A‘ 16,54

R R e e e e e e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO71717\

Data File : BF096813.D

Aca On : 17 Jul 2017 12:24

Operator : SJ/JU

ﬁ?ggle i 14159-04 SOUTH-GAS-SIDEWALL
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.78 13.78 ng 423776 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 475 (4.781 min): BF096813.D (-471) (-) m/z 43.00 100.00%
43.0
5000 590
s wa T %0 450 4bo 550 550
L AR NP M m/z 59.00 50.72%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR I UL R
59.0 440 460 480 500 5.20
m/z 101.10 14 .20%
e e 830 030 0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 500 5.20
5000 m/z 58.00 13.42%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e e e e ]
59.0 440 4.60 4.80 5.00 5.20
m/z 41.00 8.40%
5000 41.0
31.0
69.0 87.0
15.0 ‘J LI stop ] ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO71717\

Data File : BF096813.D

Aca On : 17 Jul 2017 12:24

Operator : SJ/JU

ﬁ?ggle i 14159-04 SOUTH-GAS-SIDEWALL
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown6.38 Concentration Rank 1

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

6.38 76.81 ng 2361530 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 747 (6.381 min): BF096813.D (-742) (-) m/z 132.00 100.00%
13%.0
5000 68.1
01 sao [l L Tho 650 o0 k0 ok
ST ST i 71 AU S NITAR L S| M m/z 68.10 39.98%
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
132.0
5000 i T e s o o
M0 530 . m/z 134.00  31.69%
‘ ‘ 79.0 :
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘::: -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 o 550 650 640 650 GE0
5000 m/z 66.00 25.60%
31.0 51.0
wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LI L L L N B
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.42%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 15 25 §o Jo 55 éo fo 85 gb 160 1i0 150 150 140 abo a%o 6.40 a%o a%o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO71717\

Data File : BF096813.D

Aca On : 17 Jul 2017 12:24

Operator : SJ/JU

ﬁ?ggle i 14159-04 SOUTH-GAS-SIDEWALL
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.56 2.54 ng 99577 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 1458 (10.563 min): BF096813.D (-1454) (-) m/z 57.00 100.00%
57.0
5000
85.1 coond Wl SN
38 J 1271 10.20 10.40 10.60 10.80
...,....-,":..l el 1O T e e W/Z 43.00  53.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0
5000 85.0 10120 1040 1060 10,80
20.0 m/z 71.10 50.68%
ol M30 1410 1600 1060 2400
m/z--> ﬁo 45 éo 80 100 120 140 160 180 200 220 240
Abundance
57.0
10.20 10.40 10.60 10.80
0
5000 g5.0 m/z 85.10 27 .47%
29.0
113.0 1410 1690 212.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57.0 10.20 10.40 10.60 10.80
m/z 41.00 25.85%
5000 85.0
29.0
| | 1130 1410 1690 1960
m/z--> 20 ' éo 85 160 150 140 160 180 200 220 240 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO71717\

Data File : BF096813.D

Aca On : 17 Jul 2017 12:24

Operator : SJ/JU

ﬁ?ggle i 14159-04 SOUTH-GAS-SIDEWALL
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12 .44 2.38 ng 64563 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Dodecanoic acid 200 C12H2402 000143-07-7 47
5 Undecanoic acid 186 C11H2202 000112-37-8 40
Abundance Scan 1777 (12.439 min): BF096813.D (-1772) (-) m/z 43.05 100.00%
43.0
73.0
5000 129.0
97.0 HRIRA BULIRN B BN SR
| 157.1 1851 241.3 12.20 12.40 12.60 12.80
e m/z 60.00 85.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84455: Tetradecanoic acid
73.0
5000 430 129.0
185.0 12.20 12.40 12.60 12.80
070 ' 2280 m/z 57.05 83.46%
”.,”.w..”,”“....”. ”uwl}ﬁzgﬂ.“..w.”.,”..“.
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance
73.0
3.0 12120 12.40 1260 12.80
5000 m/z 55.00 82.95%
1290 171.0
98.0 : 214.0
18.0 152.0 195.0
mz> 30 40 60 @ 100 130 40 160 10 200 70 350
Abundance #39471: n-Decanoic acid b RREmE EE e
60.0 12.20 12.40 12.60 12.80
41.0 m/z 73.05 66.81%
5000
129.0
87.0
L L \‘ 1190 | 45501720
m/z--> 2'0 4'0 60 8|O 1(')0 12'0 14'10 1('30 15';0 2(')0 250 24'10 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO71717\

Data File : BF096813.D

Aca On : 17 Jul 2017 12:24

Operator : SJ/JU

ﬁ?ggle i 14159-04 SOUTH-GAS-SIDEWALL
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.60 5.18 ng 140388 Chrysene-di12 13.73

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 91

Abundance . Scan 1974 (13.598 min): BF096813.D (-1971) (-) m/z 57.00 100.00%

5000

:

13.20 13.40 13.60 13.80 14.00
m/z 43.00 97.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0

-

5000 TT T T[T T I T [T T T T[T T TT[TT
13.20 13.40 13.60 13.80 14.00
29.0 m/z 55.05 96.67%
Lok gll 167.0 196.0  238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
MM
13.20 13.40 13.60 13.80 14.00
5000 111.0 m/z 69.10 72.32%
29.0 139.0

" 167.0195.0222.0 250.0 280.0 308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance #185169: Heptadecy! trifluoroacetate T
57.0 13.20 13.40 13.60 13.80 14.00
m/z 83.10 68.81%
5000
29.0 125.0
1, A J\ 154.0182,0210.0238.0 2830 3340
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 20 13 40 13 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BFO071717\

Data File : BF096813.D

Acq On = 17 Jul 2017 12:24

Operator : SJ/JU

3?22'6 - 14159-04 SOUTH-GAS-SIDEWALL
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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]
2-Pentanone, 4-hy... 4.78 13.8 ng 423776 1 6.61 614936 20.0
unknown6 .38 6.38 76.8 ng 2361530 1 6.61 614936 20.0
Heptadecane 10.56 2.5 ng 99577 4 11.11 785362 20.0
Tetradecanoic acid 12.44 2.4 ng 64563 5 13.73 541862 20.0
1-Heneicosanol 13.60 5.2 ng 140388 5 13.73 541862 20.0
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