LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104952.D

Aca On : 30 Apr 2018 23:54

Operator : JU/SJ

Sample : J2597-01

Misc :

ALS Vial : 27 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-BF040618.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 4.998 491 495 504 rBV 59085 75358 3.64% 0.421%
2 5.410 560 565 581 rBY 1852863 1853925 89.60% 10.361%
3 6.434 734 739 756 rBVY 1829159 1930879 93.32% 10.791%
4 6.563 756 761 764 rBVY 2208540 1920474 92.82% 10.733%
5 6.786 796 799 808 rBV 705568 621493 30.04% 3.473%
6 6.945 822 826 829 rBVY 1821826 1545956 74.72% 8.640%
7 7.357 892 896 899 rBY 1231184 1096851 53.01% 6.130%
8 8.075 1014 1018 1032 rBV 888650 814633 39.37% 4 _.553%
9 9.151 1196 1201 1204 rBvV 2303108 2069011 100.00% 11.563%
10 9.545 1262 1268 1274 rBV 173809 167096 8.08% 0.934%
11 9.751 1298 1303 1306 rBV 44920 36649 1.77% 0.205%
12 9.827 1312 1316 1325 rBV 883092 827340 39.99% 4.624%
13 10.251 1385 1388 1391 rvB2 59379 47832 2.31% 0.267%
14 10.621 1447 1451 1461 rBVY 1120844 1034969 50.02% 5.784%
15 10.721 1465 1468 1477 rVB 53460 56992 2.75% 0.318%

16 11.127 1534 1537 1543 rBV 415460 431828 20.87% 2.413%
17 11.321 1566 1570 1578 rBV 765925 696735 33.67% 3.894%
18 12.904 1835 1839 1843 rBV 1716181 1496065 72.31% 8.361%
19 13.792 1987 1990 2001 rBV2 71358 85036 4.11% 0.475%
20 13.968 2016 2020 2028 rBV 599891 611404 29.55% 3.417%

21 15.433 2264 2269 2276 rBV 357591 473387 22.88% 2.646%

Sum of corrected areas: 17893913
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF043018\

BF104952.D

30 Apr 2018 23:54

JussJ

J2597-01

27 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104952.D

Aca On : 30 Apr 2018 23:54

Operator : JU/SJ

Sample : J2597-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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.

5.00 2.43 ng 75358 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 495 (4.998 min): BF104952.D (-491) (-) m/z 43.00 100.00%
a3
59
5000
101
83 4.60 4.80 500 5.20 5.40
o} m/z 59.00 62.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR S SRR
59 460 4.80 500 5.20 5.40
m/z 101.00 27 .49%
15 4 101
0 | N 51 . 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
460 480 500 520 5.40
5000 m/z 58.00 17.80%
101
15 58
0 28 69 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methy!l- T R L
59 4.60 4.80 500 5.20 5.40
m/z 41.10 9.74%
5000
43
0 L 8 8 o 123 141 159
m/z--> 10 20 30 4'0 50 60 70 8|0 90 100 110 150 130 140 150 160 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104952.D

Aca On : 30 Apr 2018 23:54

Operator : JU/SJ

Sample : J2597-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.56 Concentration Rank 1

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

6.56 61.80 ng 1920470 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 761 (6.563 min): BF104952.D (-756) (-) m/z 132.00 100.00%
32
5000 o8
40 % 620 640 6.60 680
54 75 104 : . .
o I Al A 1A M - | m/z 68.10 36.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentena
132
5000 67 SRS SR R
a1 o7 6.20 6.40 6.60 6.80
53 117 m/z 134.00 33.10%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.00 23.56%
104
oL 14 27 37 4451 58 % 77 g9 97 | us
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- R T

132 6.20 6.40 6.60 6.80
m/z 69.10 15.11%

5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104952.D

Aca On : 30 Apr 2018 23:54

Operator : JU/SJ

Sample : J2597-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.79 2.78 ng 85036 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1990 (13.792 min): BF104952.D (-1987) (-) m/z 57.10 100.00%
57 7
200 \’J\MLM
125 LN DU AR S I
153 208 13.40 13.60 13.80 14.00 14.20
0 el m/z 97.05 92.72%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 111 TT T T [T T T T[T T T T[T TT T 7T
13. 40 13. 60 13. 80 14. oo 14. 20
- m/z 83.05 92.43%
0 dL M \ h L L ! ‘157 196 224 252 280 308
m/z--> 55 100 150 260 2éo 360 3éo
Abundance
57 83
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 55.00 86.83%
29 139
o 167 1095 222 250 280 308 336
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #210517: 1-Heptacosanol M BAREEEEEES E
57 7 13.40 13.60 13.80 14.00 14.20
m/z 69.05 79.23%
5000
125
o 21 ’ | L L1534181 209 236 264 292 320 350 378
m/z--> % m m @ 250 @ @ Bmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043018\
Data File : BF104952.D

Acq On : 30 Apr 2018 23:54

Operator : JU/SJ

Sample - J2597-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.00 2.4 ng 75358 1 6.79 621493 20.0
unknown6 .56 6.56 61.8 ng 1920470 1 6.79 621493 20.0
Behenic alcohol 13.79 2.8 ng 85036 5 13.97 611404 20.0
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