LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106769.D

Aca On : 25 Jun 2018 14:10

Operator : JU/SJ

Sample : J3622-16

Misc :

ALS Vial : 11 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-BF061918 .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 5.213 485 489 498 rBB 88954 129431 7.54% 0.896%
2 5.607 552 556 560 rBY 1295028 1368320 79.67% 9.469%
3 6.613 721 727 730 rBVY 1157204 1434633 83.54% 9.928%
4 6.742 744 749 752 rBVY 1353331 1416331 82.47% 9.801%
5 6.960 782 786 789 rBV 429627 335274 19.52% 2.320%
6 7.119 808 813 816 rBVY 1205487 1146016 66.73% 7.930%
7 7.525 877 882 885 rBV 867189 971460 56.57% 6.723%
8 8.242 1000 1004 1007 rBV 501814 427703 24.90% 2.960%
9 9.319 1181 1187 1190 rBvV 1732603 1716693 99.96% 11.880%
10 9.707 1249 1253 1264 rVB 261619 216142 12.59% 1.496%
11 9.907 1284 1287 1291 rBV 20560 17539 1.02% 0.121%
12 10.001 1299 1303 1307 rBV2 606376 506332 29.48% 3.504%
13 10.413 1370 1373 1375 rVB 37012 32392 1.89% 0.224%
14 10.630 1403 1410 1412 rBvV 16692 19587 1.14% 0.136%
15 10.801 1434 1439 1442 rBvV 996297 1064383 61.98% 7.366%
16 10.883 1450 1453 1458 rBvV 46890 49684 2.89% 0.344%
17 11.330 1526 1529 1532 rBvV 27995 20862 1.21% 0.144%
18 11.495 1553 1557 1560 rBvV 632733 528144 30.75% 3.655%
19 12.954 1798 1805 1809 rVB4 16853 22609 1.32% 0.156%

20 13.083 1822 1827 1830 rBV 1674323 1717382 100.00% 11.884%

21 13.960 1973 1976 1987 rBV 166137 175546 10.22% 1.215%
22 14.154 2005 2009 2013 rBV 446630 446227 25.98% 3.088%

23 14.624 2085 2089 2094 rBV2 34952 48909 2.85% 0.338%

24 15.718 2268 2275 2281 rBV 340994 472554 27.52% 3.270%

25 16.165 2348 2351 2355 rVB3 14770 21290 1.24% 0.147%

26 16.224 2355 2361 2370 rBV2 44370 92367 5.38% 0.639%

27 17.430 2564 2566 2576 rVBS8 10501 21851 1.27% 0.151%

28 18.753 2785 2791 2797 rBV9 11733 31199 1.82% 0.216%
Sum of corrected areas: 14450860
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF062518\

BF106769.D

25 Jun 2018 14:10

JussJ

J3622-16

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF106769.D
1500000
561 6.74
661 7.12
1000000
7.52
500000 6.96
5.21
e 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: BF106769.D
9|32 13,08
1500000
1000000 10.80
10.00 11.50
500000 8.24
9.71
o | A 9.9 104110,63 1088 1133 12.9J
e A e e A e
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: BF106769.D
1500000
1000000
500000 14.15
15.72
13.96
14.62 18872 17.43 18.75
O S T T e e e e T T e
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106769.D

Aca On : 25 Jun 2018 14:10

Operator : JU/SJ

Sample : J3622-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 4
R.T. EstConc Area Relative to ISTD R.T.

521 7.72n9 120431  1,4-Dichlorobenzene-da 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 56

000540-88-5 39
001116-98-9 17

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 488 (5.207 min): BF106769.D (-485) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 T e e
| 83.0 480 5.00 5.20 5.40 5.60
SN 1 1MV | NS SR NS m/z 59.00 63.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | BN NN L L L L BB L L
59.0 4.80 5.00 5.20 5.40 5.60
0
150 1010 m/z 101.00 19.52%
310 | 83.0
0 ‘ 1y | mn , : , ‘
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
e ERam pam R
570 4.80 500 520 5.40 5.60
5000 m/z 58.00 16.00%
20.0 101.0
ol 20 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e ERamaEaa R
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.38%
5000 41.0
o T O =Y 1260 1420
R B B e EAAAaRamazsamay b R R e R o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106769.D

Aca On : 25 Jun 2018 14:10

Operator : JU/SJ

Sample : J3622-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.74 Concentration Rank 1

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

6.74 84.49 ng 1416330 1,4-Dichlorobenzene-d4 6.96
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 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.742 min): BF106769.D (-744) (-) m/z 132.10 100.00%
13%.1
5000 68.1
96.1 AR SR SR R
400 540 | | 780 | 1060 6.40 6.60 6.80 7.00
O R T e R T s e L m/z 68.10 37 .94%
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 N
5000 AR SR S AR
6.40 6.60 6.80 7.00
210 510 m/z 134.10 32.64%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.43%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine R AR m e
132.0 6.40 6.60 6.80 7.00
m/z 96.10 15.15%
5000 104.0
390 520 g0 780
0% "'l"'l‘l""it" '|J“l'|' 'le""%z'g"l"h' '%%7'?""| h" T AR SR SR LR
m/z--> 30 40 60 70 8 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\BF062518\
Data File : BF106769.D

Aca On : 25 Jun 2018 14:10

Operator : JU/SJ

Sample : J3622-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.96 7.87 ng 175546 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93

Abundance Scan 1976 (13.960 min): BF106769.D (-1973) (-) m/z 57.05 100.00%

.0

5000
13.60 13.80 14.00 14.20
167.1 209.1
0 281.0 m/z 55.00 93.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55.0 83.0

5000 111.0 s e
13 60 13. 80 14. OO 14.20

m/z 83.05 91.86%

29.0
0 139.0 167.0 1960 238.0 266.0 294.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
R e =
13.60 13.80 14.00 14.20
5000 111.0 m/z 43.05 85.02%
29.0

1390 1680 1060  238.0 266.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 L_JQ
Abundance #166292: Behenic alcohol L s e S
55,0 13.60 13.80 14.00 14.20

m/z 97.05 82.20%

5000

29.0
ol 167.0 196.0 224.0 252.0 280.0 308.0
e R A aBEETC e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14.00 14.20

8270-BF061918 .M Tue Jun 26 14:53:10 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106769.D

Aca On : 25 Jun 2018 14:10

Operator : JU/SJ

Sample : J3622-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknownl4.62 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.19 ng 48909 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 46
2 2- Chloropropionic acid. pentade... 318 C18H35CI02 1000292-44-1 42
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 42
4 1.2-Octadecanediol 286 C18H3802 020294-76-2 42
5 n-Heptadecanol-1 256 C17H360 001454-85-9 38
Abundance Scan 2088 (14.618 min): BF106769.D (-2085) (-) m/z 57.00 100.00%
57.0
5000
" 14140 14.60 14.80 15.00
Obrrrrrerdly m/z 71.05 74 .59%
m/z--> mmmmmmmmmmmmmmmm
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
83.0
5000 LN BN SRR B B
mmmmmmmm
29.0 m/z 43.00 70.30%
168.0 196.0
o..q.H.ﬁ.. 139.0 227.0 58
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0 83.0
" 14140 14.60 14.80 15.00
5000 111.0 m/z 259.20 46.73%
29.0
140.0 18202100 o550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #227401: Heptadecy! heptafluorobutyrate R A mmmay
57.0 14.40 14.60 14.80 15.00
m/z 85.05 43 .15%
83.0
5000
o 2? 0 210.0 238.0 283.0
m/z--> 2'04'0 IGIC;I ”80 100 120 140 160 180 200 220 240 260 280 300 320 ) 14'40 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106769.D

Aca On : 25 Jun 2018 14:10

Operator : JU/SJ

Sample : J3622-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.22 3.91 ng 92367 Perylene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91

Abundance Scan 2360 (16.218 min): BF106769.D (-2355) (-) m/z 57.00 100.00%

57.0 831

:

5000
16.00 16.20 16.40 16.60
) SN | . . m/z 83.10 96.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115906: 1-Nonadecene
43.0
5000 TT T T[T T I T [T T T T[T T TT[TT
16.00 16.20 16.40 16.60
m/z 55.00 79.33%
o 150‘\ L 154.0 182.0 210.0 238.0 266.0
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0 S ———
16.00 16.20 16.40 16.60
5000 m/z 97.05  76.20%

111.0

139.0 182.0 210.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #227401: Heptadecy! heptafluorobutyrate T
57.0 16.00 16.20 16.40 16.60

0
3.0 m/z 69.05 73.21%

5000

-

283.0
R EEREEREm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF062518\
BF106769.D

25

Jun 2018 14:10

Ju/sJ
J3622-16

11

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6.74
1-Heneicosanol
unknownl4.62
1-Nonadecene

8270-BF061918.M Tue Jun 26 14:53:11 2018

5.21 7.7 ng
6.74 84.5 ng
13.96 7.9 ng
14.62 2.2 ng
16.22 3.9 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

129431
1416330
175546
48909
92367

|--Internal Standard---|
| # RT Resp Conc]

335274 20.0
335274
446227 20.0
446227 20.0
472554 20.0
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