LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\
Data File : BF107939.D

Aca On : 3 Aug 2018 15:57

Operator : JU/SJ

Sample = J4285-05

Misc :

ALS Vial : 6 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-BF073018.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 5.184 480 484 497 rBV 199290 313142 9.90% 1.237%
2 5.595 551 554 596 rBV 673751 2217152 70.12% 8.755%
3 6.601 721 725 743 rBV 840357 2156322 68.20% 8.515%
4 6.725 743 746 780 rVV 1513879 3161880 100.00% 12.486%
5 6.954 782 785 807 rvVv 279215 875344 27.68% 3.457%

7.101 807 810 851 rvB 1276303 2175611 68.81% 8.591%
7.519 878 881 904 rBV 524831 1463854 46.30% 5.780%
rvB4 38640 93782 2.97% 0.370%
8.236 999 1003 1026 rBV 461381 961830 30.42% 3.798%
9.301 1181 1184 1213 rBV 1799941 2739809 86.65% 10.819%
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11 9.701 1248 1252 1264 rBV 221658 306373 9.69% 1.210%
12 9.989 1297 1301 1322 rBV 867101 1065690 33.70% 4.208%
13 10.789 1433 1437 1460 rBV 910139 1574030 49.78% 6.216%
14 11.489 1552 1556 1578 rBV 626010 1071407 33.89%% 4.231%

15 12.030 1645 1648 1656 rVB 24465 34296 1.08% 0.135%
16 12.942 1801 1803 1809 rVvB2 29440 32156 1.02% 0.127%
17 13.071 1821 1825 1842 rBV 1653117 2151051 68.03% 8.494%
18 13.618 1914 1918 1920 rBV 42041 41708 1.32% 0.165%

19 13.948 1970 1974 1980 rBvV2 111732 156031 4._.93% 0.616%
20 14.142 2003 2007 2022 rBV 495217 875298 27.68% 3.456%

21 14.260 2024 2027 2032 rVB2 62484 67391 2.13% 0.266%
22 14.566 2076 2079 2083 rBV 77566 72601 2.30% 0.287%
23 14.883 2130 2133 2138 rVB 88268 84112 2.66% 0.332%

24 15.236 2189 2193 2199 rBV 111531 133226 4.21% 0.526%
25 15.636 2256 2261 2263 rBV 129609 187730 5.94% 0.741%

26 15.677 2263 2268 2287 rVB 428441 942175 29.80% 3.720%
27 16.089 2333 2338 2343 rBV 133678 202561 6.41% 0.800%
28 16.624 2424 2429 2438 rVB 84941 167508 5.30% 0.661%

Sum of corrected areas: 25324070
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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\BF080318\

BF107939.D
3 Aug 2018 15:57
Jus/sJ
J4285-05
6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.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\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107939.D

Aca On : 3 Aug 2018 15:57

Operator : JU/SJ

Sample = J4285-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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.

5.18 7.15 ng 313142 1,4-Dichlorobenzene-d4 6.96
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 40
3 3-0Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 483 (5.178 min): BF107939.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 A NI R UL I
| 83.1 | 480 5.00 520 5.40 5.60
e TS UL m/z 59.00 65.27%
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
59.0 4.80 5.00 520 540 5.60
0
150 4, 1010 m/z 101.00 16.86%
: 83.0
0 Tl N . .
LS IR IR UL SULER NS UL IR LR LSS SN BRARE LRSS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 5.00 520 5.40 5.60
5000 m/z 58.00 15.31%
41.0
29.0 101.0
0'”I”'W”J““”J“M'P“hI““?%q'ﬁqp'”ﬂ'”'P”'P'”l””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol i B i i e S
54.0 480 5.00 520 5.40 5.60
m/z 41.00 8.38%
5000 29.0 410 83.0
101.0
0 ‘ ‘ MJM yl, 70.0 ‘ ‘ 1120 129.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107939.D

Aca On : 3 Aug 2018 15:57

Operator : JU/SJ

Sample = J4285-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown6.72 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.72 72.24 ng 3161880 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 745 (6.719 min): BF107939.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.0 J\\
96.0 PURARBENARNERARRERAREY
40.0 540 J 6.40 6.60 6.80 7.00
0 4880 | gueo m/z 68.00 43.62%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0

5000 T e T ) e
6.40 6.60 6.80 7.00

m/z 134.00 30.80%

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
R ARRREEE R
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 30.34%
41.0 97.0
‘ ‘ 117.0
ol ol B L Ll
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00

m/z 69.00 16.69%

74.0
116.0
5000 98.0 K}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\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107939.D

Aca On : 3 Aug 2018 15:57

Operator : JU/SJ

Sample = J4285-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Oxalic acid, propyl tetrade... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.57 ng 156031 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. propvl tetradecvl e... 328 C19H3604 1000309-26-7 91
2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 83
Abundance Scan 1974 (13.948 min): BF107939.D (-1970) (-) m/z 57.05 100.00%
57.0
5000
83.0
‘ FP“W 181.0207.0 241.1 282.1 355.0 13,60 13.80 1400 1420
ob—il, bl G i e e 2 m/z 43.00 66.44%
m/z--> 50 100 150 200 250 300 350
Abundance #167553: Oxalic acid, propyl tetradecy! ester
43.0
5000 710 AR A BN UM
970 13.60 13.80 14.00 14.20
: 241.0 m/z 55.00 49_.72%
o J | 1340 168.0196.0 .
m/z--> 50 100 150 200 250 300 350
Abundance #178452: Oxalic acid, isobutyl tetradecyl ester
57.0
13.60 13.80 14.00 14.20
5000 m/z 71.10 47 .54%
29.0
o 111 1.0 1480 1060 2410
m/z--> 100 150 200 250 300 350
Abundance #143260: 1-Dodecanoal, Z-OCtyl- L LI L L DL B
57.0 13.60 13.80 14.00 14.20

m/z 83.05 34 .94%

5000 83.0
111.0

‘ \ﬂ3f016701960224025202800
T |

T
m/z--> 50 100 150 200 250 300 350 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107939.D

Aca On : 3 Aug 2018 15:57

Operator : JU/SJ

Sample = J4285-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Tridecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.24 2.83 ng 133226 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 80
2 Nonadecane 268 C19H40 000629-92-5 80
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 80
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 74
5 Tetracosane 338 C24H50 000646-31-1 72

Abundance Scan 2194 (15.242 min): BF107939.D (-2189) (-) m/z 57.00 100.00%

57.0
5000 85.0

15.00 15.20 15.40 15.60
‘ 141 1 183 l 211 1 252 0 2952
ol .l-,ll e ll dor i, QP ED 29PD 2992 35490 Thzz 71.00  64.18%

m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 850 LA L L L L LB

15.00 15.20 15.40 15.60
28.0 183.0 m/z 43.00 52.58%
113.0 :
I O e N
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
s B e
15.00 15.20 15.40 15.60
5000 85.0 m/z 85.05 43.18%
29.0
0 | .} ‘\ J\ Il ||11J3 0141 0169 0197. 0225 0 26.80
el e
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- A AR B e
57.0 15.00 15.20 15.40 15.60
m/z 55.00 19.60%
5000 85.0
113.0
oLl g L[ 71410 18202110  252.0281.0308.0 337.0
m/z--> 50 100 150 200 250 300 350 15.00 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107939.D

Aca On : 3 Aug 2018 15:57

Operator : JU/SJ

Sample = J4285-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.09 4_.30 ng 202561 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Triacontane 422 C30H62 000638-68-6 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2338 (16.089 min): BF107939.D (-2333) (-) m/z 57.00 100.00%
57.0
901 15180 1600 1650 1640
141.1
I 0 O I . < - - S B oy = TR DT
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L UL BULELLN BRI B
15. 80 16. 00 16. 20 16. 40
99.0 m/z 43.00 52.37%
oL 270 ||JJMW:m02%O%m%M
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance #202662: Heptacosane
57.0
' 15.80 16.00 16.20 16.40
5000 m/z 85.05 42 .36%
99.0
27,00 || | [Ty, 1410 1830 225.0 267.0 323.0 380.0
m/z--> 55 160 1éo 200 250 300 3éo
Abundance #175557: Tetracosane R R AR AR
57.0 15.80 16.00 16.20 16.40
m/z 55.00 20.76%
5000
99.0
0 27,0 I L 1410‘ 183.0 225.0 267.0 309.0338.0
m/z--> 55 160 1éo 200 250 360 3éo 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107939.D

Aca On : 3 Aug 2018 15:57

Operator : JU/SJ

Sample = J4285-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 2-methyloctacosane Concentration Rank 6

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

16.62 3.56 ng 167508 Perylene-d12 15.68

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Tricosane. 2-methvl- 338 C24H50 001928-30-9 90
3 Pentacosane 352 C25H52 000629-99-2 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 2428 (16.618 min): BF107939.D (-2424) (-) m/z 57.00 100.00%
57.0
16,40 16.60 16.80 17.00
155.2 191.0 551 267.0 e =t Sl
0 . m/z 71.10 59.95%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 TT T T[T T I T [T T T T[T T TT[TT
16. 40 16 60 16. 80 17. OO
99.0 m/z 85.05 47 . 77%
o289 | | ) J] | 10 1830 2250 267.0 309.0  365.03040
il ™ T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175566: Tricosane, 2-methyl-
43.0
T T
16.40 16.60 16.80 17.00
5000 m/z 43.00 45 .60%
85.0
. L}‘il 1270 1690 2110 2530 2950340
T —— T
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane R I T B
57.0 16.40 16.60 16.80 17.00
m/z 55.00 28.73%
o VMWAWWNV““VV*ﬁﬂMwwvv4mﬂMwavv
99.0
2ol L1 JJ | 1410 1830 2250 267.0 3090.0 352.0
it T L e L e e e e e L A e T T
m/z--> 50 100 150 200 250 300 350 16. 40 16 60 16. 80 17. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080318\
Data File : BF107939.D

Acq On : 3 Aug 2018 15:57

Operator : JU/SJ

Sample - J4285-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.18 7.2 ng 313142 1 6.96 875344 20.0
unknown6.72 6.72 72.2 ng 3161880 1 6.96 875344 20.0
Oxalic acid, prop... 13.95 3.6 ng 156031 5 14.14 875298 20.0
Tridecane, 1-iodo- 15.24 2.8 ng 133226 6 15.68 942175 20.0
Heneicosane 16.09 4.3 ng 202561 6 15.68 942175 20.0
2-methyloctacosane 16.62 3.6 ng 167508 6 15.68 942175 20.0
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