LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\

Data File : BF103782.D

Aca On - 20 Mar 2018 3:12 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J1954-09 oawl&ﬂog$4bs
isc :

ALS Vial : 25 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-BF031518.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 2.298 31 36 46 rVB 378032 491172 12.88% 2.119%
2 5.198 525 529 538 rVB 93268 99086 2.60% 0.428%
3 5.586 591 595 599 rBY 1323844 1157391 30.34% 4.994%
4 5.916 648 651 660 rVB 99739 82019 2.15% 0.354%
5 6.580 760 764 768 rBV 874671 730830 19.16% 3.153%

6 6.739 786 791 794 rBV 2391956 2068894 54.23% 8.926%
7 6.969 827 830 834 rBV 895061 761474 19.96% 3.285%
8 7.127 853 857 861 rBV 2983988 2707035 70.96% 11.679%
9 7.533 921 926 929 rBV 2208917 2309103 60.53% 9.963%
10 8.251 1044 1048 1052 rBV 1189056 979375 25.67% 4._.225%
11 9.327 1226 1231 1234 rBV 4082909 3814854 100.00% 16.459%
12 9.716 1293 1297 1300 rBV 121603 93210 2.44% 0.402%
13 9.927 1330 1333 1336 rBvV 63095 49346 1.29% 0.213%
14 10.010 1344 1347 1351 rVB2 1126197 954516 25.02% 4.118%
15 10.427 1416 1418 1421 rVB 83127 58760 1.54% 0.254%

16 10.804 1478 1482 1485 rBV 1473972 1367477 35.85% 5.900%
17 10.904 1495 1499 1503 rVB 58816 64744 1.70% 0.279%
18 11.504 1597 1601 1604 rBV 1010387 827047 21.68% 3.568%
19 13.092 1867 1871 1875 rBV 2989503 2957146 77.52% 12.758%
20 13.974 2017 2021 2029 rBV 178812 185140 4._.85% 0.799%

21 14.156 2048 2052 2055 rBV 824670 755907 19.81% 3.261%
22 15.692 2307 2313 2323 rVB 517092 663333 17.39% 2.862%

Sum of corrected areas: 23177859
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF031918\

BF103782.D

20 Mar 2018  3:12

JussJ

J1954-09

25 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF031518.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:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103782.D

Aca On : 20 Mar 2018 3:12

Operator : JU/SJ

Sample : J1954-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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.

2.30 12.90 ng 491172 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 56
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 36 (2.298 min): BF103782.D (-31) (-) m/z 73.10 100.00%
73
5000
43
55 87 D L —
. | o 220 240  2.60
) 7 X W N Y OSPRSSN - J  FEN DO— m/z 43.05 33.11%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
\
5000 LA L L
43 220 240 260
55 87 m/z 87.10 24.90%
0 ‘ﬁg 35 ‘ 67 ||, 80
LN SURLELN SURLERELS SURILELS SURLLELN IR S DU SUREMS SURILIL SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
0o g 87 220 240 260
5000 m/z 54.95 23.87%
29
15 67 97
G R U S S SRS SURI I I I UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy- A B B
7B 220 240 260
m/z 71.10 10.84%
5000
45
29
0 3O ™ er | 101
m/z--> 10 20 30 40 5 6 70 8 90 100 220 240  2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103782.D

Aca On : 20 Mar 2018 3:12

Operator : JU/SJ

Sample : J1954-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 5

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

5.20 2.60 ng 99086 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 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 529 (5.198 min): BF103782.D (-525) (-) m/z 43.00 100.00%
a3
59
5000
101 SRS L
| 83 4.80 5.00 520 5.40 5.60
oSO VX 17 PSUBSSSEESSY 4| DS ST S8 U m/z 59.00 60.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A UL AR L I
480 5.00 520 5.40 5.60
59 m/z 101.10 23.10%
0 21 37| 53 ‘ 67 778 o1 O
miz--> A D N N N
Abundance
43
480 500 520 540 5.60
5000 m/z 58.00 16.89%
101
o 15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one SN NN LI B
43 480 5.00 520 5.40 5.60
m/z 41.10 9.30%
5000
55
0 |, 37, 49 | 65 71 77 83 98
m/z--> 10 20 30 4'0 5'0 60 70 8IO 90 1(')0 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103782.D

Aca On : 20 Mar 2018 3:12

Operator : JU/SJ

Sample : J1954-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Ethanol, 2-butoxy- Concentration Rank 6

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

5.92 2.15 ng 82019 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 78
2 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 64
3 n-Butvl ether 130 C8H180 000142-96-1 37
4 1-Butene. 4-butoxv- 128 C8H160 034061-76-2 25
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 23

Abundance Scan 652 (5.922 min): BF103782.D (-648) (-) m/z 57.10 100.00%
57
5000 45
87 AR SRS VRS RN
75 | 100 5.60 5.80 6.00 6.20
O e e et e e e ey m/z 45.00 38.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8821: Ethanol, 2-butoxy-
57
5000 45 560 580 600 620
29 87 m/z 41.00 31.11%
1\8 | ‘ | ! il 64 7\5 100 118
G R A R AR RAREA AR AR RARRS RAARS RARRY LAY LRSS RARRS LAY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
560 5.80 6.00 6.20
5000 m/z 87.10 21.82%
41 69
87
o 15 76 115
wmmmmmwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13644: n—Buterther ||||||l|llll|llll|l’\lll|
57 560 5.80 6.00 6.20

m/z 56.00 8.10%

5000

29 n

87
15 “ |50 |l 65 73 101 115 130

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103782.D

Aca On : 20 Mar 2018 3:12

Operator : JU/SJ

Sample : J1954-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.74 Concentration Rank 2

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

6.74 54.34 ng 2068890 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 16
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 791 (6.739 min): BF103782.D (-786) (-) m/z 132.00 100.00%
5000 68
40 % 6.40 6.60 6.80 7.00
54 - : : -
0 85 497 207 m/z 68.10 38.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USRS S SRR
6.40 6.60 6.80 7.00
31 51 m/z 134.00 33.06%
0"'|""'H‘|l'H'|'l"‘"|""|"""|""l""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 23.80%
41 97
53
79 117
G S S UL S UL UL L I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole A A
132 6.40 6.60 6.80 7.00
m/z 69.10 14 .84%
5000
104
14 27 39 51 GF T g9 | 115 M
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103782.D

Aca On : 20 Mar 2018 3:12

Operator : JU/SJ

Sample : J1954-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 4.90 ng 185140 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 2020 (13.968 min): BF103782.D (-2017) (-) m/z 57.10 100.00%

57

5000

:

13.60 13.80 14.00 14.20
m/z 83.05 96.56%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol

-

5000
13.60 13.80 14.00 14.20
m/z 55.00 92.02%
29 139
0 1L 167182 210 238 264280 308
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
T T e e T
13.60 13.80 14.00 14.20
5000 111 m/z 97.05 90.88%
29

139 167182 210 233 266 204

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55 13.60 13.80 14.00 14.20

m/z 43.05 88.05%

5000

29
0 “\ \‘ | 182 210 238 266

T I T I
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

]
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
Data File : BF103782.D

Acq On : 20 Mar 2018 3:12

Operator : JU/SJ

Sample - J1954-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 2.30 12.9 ng 491172 1 6.97 761474 20.0
2-Pentanone, 4-hy... 5.20 2.6 ng 99086 1 6.97 761474 20.0
Ethanol, 2-butoxy- 5.92 2.1 ng 82019 1 6.97 761474 20.0
unknown6 .74 6.74 54_.3 ng 2068890 1 6.97 761474 20.0
Behenic alcohol 13.97 4.9 ng 185140 5 14.16 755907 20.0
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