LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110466.D

Aca On : 5 Nov 2018 15:49

Operator : JU/SJ

Sample = J5812-09

Misc :

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 2.316 31 39 48 rBV 382711 503611 18.86% 2.307%
2 5.204 526 530 538 rBV 58365 81736 3.06% 0.374%
3 5.581 590 594 597 rBY 2115124 1963102 73.53% 8.993%
4 6.581 759 764 784 rBVY 2054910 2295212 85.97% 10.514%
5 6.722 784 788 792 rBVY 2178521 2220860 83.18% 10.174%
6 6.951 824 827 833 rBV 634611 556751 20.85% 2.550%
7 7.110 849 854 868 rBY 1845553 1687293 63.20% 7.729%
8 7.516 918 923 938 rBVY 1245350 1417060 53.08% 6.492%
9 8.239 1041 1046 1064 rBV 666447 774706 29.02% 3.549%
10 9.310 1222 1228 1238 rBvV 2821422 2669806 100.00% 12.230%

11 9.704 1290 1295 1307 rBV 299761 327678 12.27% 1.501%
12 9.998 1339 1345 1358 rBvV 952612 928226 34.77% 4._.252%
13 10.786 1475 1479 1492 rBV 1572810 1596851 59.81% 7.315%
14 11.486 1594 1598 1606 rBV 837427 926628 34.71% 4.245%
15 13.068 1863 1867 1871 rBV 2395137 2267554 84.93% 10.388%

16 13.951 2011 2017 2027 rBV2 67405 128601 4.82% 0.589%
17 14.133 2044 2048 2058 rBV 544179 571011 21.39% 2.616%

18 14.262 2064 2070 2076 rBV 21775 28701 1.08% 0.131%
19 14.562 2116 2121 2125 rBV 34668 36760 1.38% 0.168%
20 14.880 2171 2175 2180 rBV 51154 53644 2.01% 0.246%
21 15.233 2228 2235 2243 rBV 66897 85279 3.19% 0.391%
22 15.627 2298 2302 2304 rBV 65962 85817 3.21% 0.393%

23 15.662 2304 2308 2318 rVB 267460 413419 15.48% 1.894%
24 16.080 2375 2379 2388 rVB 63212 101040 3.78% 0.463%

25 16.615 2464 2470 2475 rBV2 38869 73414 2.75% 0.336%
26 17.239 2571 2576 2581 rVB5 17499 34618 1.30% 0.159%
Sum of corrected areas: 21829378
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\

- BF110466.D

- 5 Nov 2018 15:49

- JU/SJ

- J5812-09

- 13 Sample Multiplier: 1

TIC Library :
TIC Integration Parameters: LSCINT.P

C:\DATABASE\NIST11.

L

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110466.D

Aca On : 5 Nov 2018 15:49

Operator : JU/SJ

Sample : J5812-09

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 3

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

2.32 18.09 ng 503611 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 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 40 (2.322 min): BF110466.D (-31) (-) m/z 73.10 100.00%
73.1

5000 43.0

E

55.1 87.1

| I2.20 2.40 2.60
S WP 1 VR N —— S -2 T T o | W N 1

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

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 R L
43.0 2.20 2.40 2.60
5.0 87.0 m/z 55.10 28.31%
29.0
'I"'I:I""'I|='|"I""I""I'I"I'"'I""I""I""I""I""
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 A AL L R
2.20 2.40 2.60
5000 410 55.0 m/z 87.10 26 .36%
29.0 ‘
T ‘ IR “‘ , 970 1120  129.0

Abundance #2051: 1,3-Dioxolane, 2-methyl- —

73.0 2.20 2.40 2.60

m/z 41.10 13.93%
5000 43.0
58.0
29.0 87.0

N A O e O L A B

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110466.D

Aca On : 5 Nov 2018 15:49

Operator : JU/SJ

Sample : J5812-09

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.20 2.94 ng 81736 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 529 (5.198 min): BF110466.D (-526) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 SIS SARRS AR R
| 83.0 | 4.80 5.00 520 5.40 5.60
i e o L s m/z 59.00 58.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I I IS L I
480 5.00 520 5.40 5.60
59.0 m/z 101.00 17.43%
210 | 510 || 69.0 830910 1,01'0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 450 500 550 540 560
5000 m/z 58.00 15.77%
20.0 101.0
A 1 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e e
59.0 480 5.00 520 5.40 5.60
m/z 41.00 8.17%
5000 41.0
69.0 870
15.0 M 111 stoylll 98.0
miz--> 1 % 3 40 % 60 70 8 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110466.D

Aca On : 5 Nov 2018 15:49

Operator : JU/SJ

Sample : J5812-09

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 3 unknown6.72 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.72 79.78 ng 2220860 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 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9

5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 788 (6.722 min): BF110466.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 I M R
40.0 540 || 8.0 | 106.0 6.40 6.60 6.80 7.00
ST U 1| R A-cANNNNN NI <1 RRNNNN | M. m/z 68.10 41.65%
m/z--> 20 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 N
5000 LILEN LI L L L L L L |
6.40 6.60 6.80 7.00
0
2.0 510 m/z 134.00 32.42%

[ 1 | 70.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0
B B R
117.0 6.40 6.60 6.80 7.00
5000 m/z 66.00 26.92%
39.0 910
20 ] e e | o |l
| L 1l Al m L | | 1
A B e B T R m s B A RAREEEE u
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 \
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine B e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.96%
97.0
5000
70.0
31.0 52.0
‘ ‘ | l 86.0 116.0

6.40 6.60 6.80 7.00

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110466.D

Aca On : 5 Nov 2018 15:49

Operator : JU/SJ

Sample : J5812-09

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 Heptafluorobutyric acid, he... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.50 ng 128601 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35CI1303 1000314-56-2 90
Abundance Scan 2017 (13.951 min): BF110466.D (-2011) (-) m/z 57.05 100.00%
57.0
97.1
5000
T 13160 1380 1400 1420
At m/z 43.05 81.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
97.0
5000 NSRRI S B
13.60 13.80 14.00 14.20
l 160.0 m/z 55.00 70.23%
26l0) Ik ‘],, {38077 2240 5690 420.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
83.0 NSRRI SN B
13.60 13.80 14.00 14.20
5000 m/z 83.10 69.85%
25.0
I‘ i ml | 196.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43.0 13.60 13.80 14.00 14.20
83.0 m/z 69.00 61.03%
5000
25.0
L ‘ | tll 1820
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110466.D

Aca On : 5 Nov 2018 15:49

Operator : JU/SJ

Sample : J5812-09

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 6 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.23 4.13 ng 85279 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2234 (15.227 min): BF110466.D (-2228) (-) m/z 57.10 100.00%
57.1
5000
99.1 LU A SO UL B
1| || 1411 1929 25%.1 15.00 15.20 15.40 15.60
..v,.... b m/z 43.05 64 .96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 LR B SULRLL IR B
5%5%5@5%
99.0 m/z 71.10 62 .25%
(L L) 1410 1830 2250 267.0 309.0 3670
m/z--> §o 160 1éo 260 250 360 3éo 460 !
Abundance #209566: Octacosane
57.0
"' 15.00 15.20 15.40 15.60
5000 m/z 85.05 37.82%
99.0
250 | |l ) J , 141.0 183.0 2250 2810 337.0 394.0
m/z--> §0 160 1éo 260 250 360 3%0 460 !
Abundance #223852: Hentriacontane
57.0 15.00 15.20 15.40 15.60
m/z 55.00 26.15%
5000
99.0
| }410 183.0 225.0 267.0 309.0 351.0 437.0
m/z--> §o 160 1éo 260 250 360 3éo 460 ! 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110466.D

Aca On : 5 Nov 2018 15:49

Operator : JU/SJ

Sample : J5812-09

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 7 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.08 4.89 ng 101040 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Triacontane 422 C30H62 000638-68-6 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2379 (16.080 min): BF110466.D (-2375) (-) m/z 57.10 100.00%
57.1
991 ' 15.80 16.00 16,20 16.40
41.1 191.0 : : :
...-.,I.‘..-.ll,.“.}..,....,....,.2]8.1'.0,....,....,...., m/z 71.05  61.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 L AU BN BRI B
15. 80 16 00 16. 20 16. 40
99.0 m/z 43.10 56.82%
15.0] | ] | | 1410 1830 2250 296.0
m/z--> 50 160 1%0 260 2%0 360 3%0 460 !
Abundance #209565: Octacosane
57.0
15.80 16.00 16,20 16.40
5000 m/z 85.10 48 .30%
99.0
| ] | | }41.0 1830 2250 2810 3870 3840
m/z--> 55 160 1%0 260 2%0 360 350 460 !
Abundance #223852: Hentriacontane
57.0 15.80 16.00 16.20 16.40
m/z 55.00 20.50%
5000
99.0
| ; 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110466.D

Aca On : 5 Nov 2018 15:49

Operator : JU/SJ

Sample : J5812-09

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 8 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.62 3.55 ng 73414 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Octacosane 394 C28H58 000630-02-4 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 86
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 86
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2471 (16.621 min): BF110466.D (-2464) (-) m/z 57.05 100.00%
57.0
2000 J\w
99.1 R AN SRR SR
l u “ 141.1 208.0 16.40 16.60 16.80 17.00
i e m/z 71.05 73.54%
m/z--> 50 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 L BRI BN SULLILN S
16. 40 16 60 16. 80 17. 00
| Fgo m/z 43.05 61.11%
, Il | 4 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> éo 160 1éo 260 250 300 3%0 460 '
Abundance #209565: Octacosane
57.0
"' 1640 16.60 16.80 17.00
5000 m/z 85.05 52.20%
99.0
e vEy }410 1830 2250 2810 387.0 3940
m/z--> éo 160 150 260 250 300 350 460 '
Abundance #215181: 2-methyloctacosane
57.0 16.40 16.60 16.80 17.00
m/z 41.00 24 .71%
5000
99.0
‘J | | ; 1410 183.0 2250 267.0 309.0 365.0
m/z--> ' 160 1éo 260 250 300 3%0 460 ! 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110518\
Data File : BF110466.D

Acq On : 5 Nov 2018 15:49

Operator : JU/SJ

Sample - J5812-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.32 18.1 ng 503611 1 6.95 556751 20.0
2-Pentanone, 4-hy... 5.20 2.9 ng 81736 1 6.95 556751 20.0
unknown6.72 6.72 79.8 ng 2220860 1 6.95 556751 20.0
Heptafluorobutyri... 13.95 4.5 ng 128601 5 14.13 571011 20.0
Hexacosane 15.23 4.1 ng 85279 6 15.66 413419 20.0
Heneicosane 16.08 4.9 ng 101040 6 15.66 413419 20.0
Hentriacontane 16.62 3.5 ng 73414 6 15.66 413419 20.0
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