LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107751.D

Aca On 27 Jul 2018 17:40

Operator : JU/SJ

Sample : J4189-11

Misc :

ALS Vial : 10 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-BF072018 .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 5.201 483 487 503 rBV 418679 610860 14.46% 1.768%
2 5.596 551 554 582 rBY 2268139 3581350 84.77% 10.365%
3 6.601 721 725 744 rBVY 2195411 3694047 87.43% 10.691%
4 6.737 744 748 772 rVB 3001418 3950397 93.50% 11.433%
5 6.960 783 786 808 rVB 510493 888408 21.03% 2.571%

7.113 808 812 838 rvB 2481032 2977310 70.47% 8.617%
7.525 878 882 906 rBV 1504457 2420584 57.29% 7.006%
25164 50432 1.19% 0.146%
8.242 1000 1004 1017 rBV 883995 1117517 26.45% 3.234%
9.313 1180 1186 1209 rBV 3496710 4225002 100.00% 12.228%
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11 9.707 1248 1253 1263 rBV 284433 342008 8.09% 0.990%
12 10.001 1297 1303 1316 rBV 1142327 1252075 29.63% 3.624%
13 10.407 1366 1372 1374 rBV3 36481 49132 1.16% 0.142%
14 10.631 1406 1410 1412 rVB 49142 51238 1.21% 0.148%
15 10.795 1434 1438 1451 rBV 2028421 2543835 60.21% 7.362%

16 10.895 1451 1455 1458 rVB 86146 113402 2.68% 0.328%

17 11.360 1531 1534 1537 rBV 106458 89600 2.12% 0.259%
18 11.495 1553 1557 1566 rBV 922647 1056229 25.00% 3.057%
19 12.001 1640 1643 1646 rBV 74337 82000 1.94% 0.237%

20 13.077 1822 1826 1833 rBV 2790410 2917364 69.05% 8.443%
21 13.954 1973 1975 1981 rVB 196349 209944 4._.97% 0.608%
22 14.148 2004 2008 2015 rBV 824476 986719 23.35% 2.856%

23 15.254 2193 2196 2199 rVB 112647 115252 2.73% 0.334%
24 15.677 2261 2268 2280 rVB 605557 1227506 29.05% 3.553%

Sum of corrected areas: 34552211
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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\HPCHEMI\BNA F\DATA\BFO072718\

BF107751.D

27 Jul 2018 17:40

JussJ

J4189-11

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF072018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107751.D

Aca On 27 Jul 2018 17:40

Operator : JU/SJ

Sample : J4189-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.20 13.75 ng 610860 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-0ctanol 130 C8H180 000589-98-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 487 (5.201 min): BF107751.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 T [T T
| 83.0 | 480 500 520 540 5.60
oY F Y | SN S m/z 59.00 63.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN L LR LR
59.0 480 500 520 540 5.60
0
150 4, | 1010 m/z 101.10 18.38%
0"w'l-w-”ﬂ“'”#'“l“‘w'“'w'“?%qw'“‘m'“l“'w'“'v'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol
59.0
480 500 520 540 5.60
m/z 58.00 15.51%
5000 29.0 410 83.0 1
101.0
o ‘ ‘ ‘M dl, 700 | | 1120 1290
miz--> 10 20 30 4'0 50 60 70 80 90 100 110 120 130
Abundance #8344: 3-Hexanol, 4-methyl- T T T T
59.0 480 500 520 540 5.60

m/z 41.00 8.94%

5000 41.0
29,
87.0
150 | Il 700 98.0
SN S A1 R N N . N —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107751.D

Aca On 27 Jul 2018 17:40

Operator : JU/SJ

Sample : J4189-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
Quant Title : 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 unknown6.74 Concentration Rank 1

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

6.74 88.93 ng 3950400 1,4-Dichlorobenzene-d4 6.97
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.743 min): BF107751.D (-744) (-) m/z 132.00 100.00%
132.0
5000 /\
68.0
96.0 PUASERESSANERARNARALREL
40.0 54.0 6.40 6.60 6.80 7.00
0 gL.0 e — m/z 68.00 34._47%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR RRAE RE

6.40 6.60 6.80 7.00
m/z 134.00 32.64%

310 510

(0} T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132.0

6.40 6.60 6.80 7.00

5000 67.0 m/z 66.00 23.26%
41.0 97.0
‘ ‘ 117.0
ob— H SLO“‘“F ...ju..”.,..”,....,...
m/z--> 100 120 140 160 180
Abundance #52379. Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00

m/z 96.00 13.55%

74.0
116.0
5000 98.0 L
o T 1580 1890

m/z--> 40 60 80 100 120 140 160 180 6.40 6. 60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107751.D

Aca On 27 Jul 2018 17:40

Operator : JU/SJ

Sample : J4189-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
Quant Title : 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 4 Pentadecane, 2,6,10,14-tetr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.15 ng 113402 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 86
2 Saualane 422 C30H62 000111-01-3 78
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 78
4 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 64
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 64
Abundance Scan 1456 (10.901 min): BF107751.D (-1451) (-) m/z 57.00 100.00%
57.0
5000
J 1131 10160 1080 1160 1120
183.1 . . . .
oLl il L] e P00, ears m/z 71.05 63.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 LA UL R AR
10 60 10. 80 11. oo 11.20
113.0 m/z 43.00 35.07%
| 183.0
0 |'I||||||'|‘|'lJ.luu'luu|l||||||25|3.|0|||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance #219827: Squalane
57.0
10.60 10.80 11.00 11.20 |
5000 m/z 85.00 21.90%
113.0
183.0
0 Jl L J J Lot 2390 _281.0 337.0 407.0
m/z--> 50 160 1%0 260 250 300 3%0 460
Abundance #71407: Dodecane, 2,7,10-trimethyl- e
57.0 10.60 10.80 11.00 11.20
m/z 56.00 17.97%
5000
o 2500, | \ 113.0 183.0
m/z--> 55 100 1éo 260 250 300 350 460 1060 1080 1100 1120
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107751.D

Aca On 27 Jul 2018 17:40

Operator : JU/SJ

Sample : J4189-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
Quant Title : 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 17-Pentatriacontene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.95 4.26 ng 209944  Chrysene-di2 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 90

2 Eicosvl heptafluorobutvrate
3 Heneicosvl heptafluorobutvrate

494 C24H41F702
508 C25H43F702

1000351-83-5 90
1000351-83-8 90

1000351-75-2 90
000400-57-7 90

394 C22H41F302
n-octad. .. 466 C22H37F702

4 Eicosyl trifluoroacetate
5 Heptafluorobutyric acid,

Abundance Scan 1975 (13.954 min): BF107751.D (-1973) (-) m/z 57.00 100.00%
57.0
5000 71
i l 13.60 13.80 14.00 14.20
151.2  214.2255.1292.3 342.3 : : ' '
O e R e T L T e AL o m/z 43.00 64.61%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #234186: 17-Pentatriacontene
57.0
97.0
5000 LA L L L L L B
13.60 13.80 14.00 14.20
m/z 55.00 57.11%
0 15.4 | 181.0223.0 267.0306.0 348.0 390.0 434.0 490.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234498: Eicosyl heptafluorobutyrate
57.0
97'0 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 83.10 47 .49%
39.0
Ny [ “ | . 182.0204.0 2800 3250 476.0
LA A e o I BN s e o |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosy! heptafluorobutyrate N BEEEE RS
57.0 13.60 13.80 14.00 14.20
m/z 71.10 44 .99%
97.0
5000
0 3? ? 182.0222.0  294.0 339.0 490.0
LA A e I8 BN i s e o R o o N

m/z--> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072718\
Data File : BF107751.D

Acq On 27 Jul 2018 17:40

Operator : JU/SJ

Sample - J4189-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M
Quant Title : 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... 5.20 13.8 ng 610860 1 6.97 888408 20.0
unknown6.74 6.74 88.9 ng 3950400 1 6.97 888408 20.0
Pentadecane, 2,6,... 10.90 2.1 ng 113402 4 11.50 1056230 20.0
17-Pentatriacontene 13.95 4.3 ng 209944 5 14.15 986719 20.0
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