LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF040618\

Data File : BF104343.D

Aca On - 7 Apr 2018 8:05 Instrument :

Operator : JU/SJ BNA_F

Sample - J2225-18 ClientSampleld :

Vi : 040218-JETT-F-D-M
isc :

ALS Vial : 37 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 4.998 492 495 504 rvB 171167 176685 4.27% 0.742%
2 5.404 560 564 567 rBVY 1346251 1179892 28.50% 4 .956%
3 6.416 732 736 743 rVB 832603 740315 17.88% 3.109%
4 6.569 757 762 765 rBVY 2513537 2192799 52.96% 9.210%
5 6.804 798 802 805 rBV 968045 805289 19.45% 3.382%

6 6.963 824 829 832 rBV 3137633 2935953 70.91% 12.331%
7 7.369 892 898 901 rBV 2361624 2447253 59.11% 10.278%
8 8.086 1016 1020 1023 rBV 1313510 1070585 25.86% 4._.496%
9 9.163 1198 1203 1206 rBV 3980667 4140463 100.00% 17.390%
10 9.774 1303 1307 1309 rBvV 63169 55078 1.33% 0.231%
11 9.839 1313 1318 1322 rVB2 1241124 1120170 27.05% 4._.705%
12 10.274 1389 1392 1395 rVB 71473 57562 1.39% 0.242%
13 10.627 1447 1452 1455 rBV 1659983 1448828 34.99% 6.085%
14 10.745 1469 1472 1476 rBV 59277 53796 1.30% 0.226%

15 11.327 1567 1571 1574 rBV 1047513 849217 20.51% 3.567%

16 12.739 1808 1811 1814 rVB 82145 63150 1.53% 0.265%
17 12.921 1837 1842 1845 rBV 2979553 2879007 69.53% 12.092%
18 13.810 1990 1993 2000 rBV 143095 141219 3.41% 0.593%
19 13.968 2016 2020 2024 rBV 917891 763336 18.44% 3.206%
20 15.421 2262 2267 2272 rBV 574238 689126 16.64% 2.894%

Sum of corrected areas: 23809723
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF040618\

BF104343.D
7 Apr 2018 8:05
JussJ
J2225-18
37 Sample Multiplier: 1

Z:\HPCHEM1\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\BF040618\
Data File : BF104343.D

Aca On > 7 Apr 2018 8:05

Operator : JU/SJ

Sample : J2225-18

Misc :

ALS Vial : 37 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 3

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

5.00 4.39 ng 176685 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 495 (4.998 min): BF104343.D (-492) (-) m/z 43.00 100.00%
a3
59
5000
101 SRS S SRR
51 | 83 | 4.60 4.80 5.00 5.20 5.40
RN ! S m/z 59.00 58.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A UL AR L I
4.60 4.80 500 5.20 5.40
59 101 m/z 101.00 20.48%
20 34 | 51 ‘ 67 8 91
mz> 10 20 30 40 50 80 70 80 0 100 110 130 130 140
Abundance
43
- 460 480 500 520 5.40
5000 m/z 58.00 17.40%
29 101
15 73 83
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 T R B
50 4.60 4.80 500 5.20 5.40
m/z 41.00 9.09%
5000 41
68
”'I"”I'"W"'jPL"I”"I”"I'”'I"”I"'W""P"'I}%§I'”'%4?'W AR ARAS SRS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104343.D

Aca On > 7 Apr 2018 8:05

Operator : JU/SJ

Sample : J2225-18

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.57 Concentration Rank 2

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

6.57 54.46 ng 2192800 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 762 (6.569 min): BF104343.D (-757) (-) m/z 132.00 100.00%
5000 68
9 o || 7o Tyons | 5k o dh 7
grer L eus | m/z 68.10 40.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRR LRSS LR
o7 6.20 6.40 6.60 6.80 7.00
117 m/z 134.00 33.52%
79
|||||||||| ||||||8|8|||1|0|6|||||| T
m/z--> 20 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 9g 116 m/z 66.00 25.20%
89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R EE S mm e T S
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.98%
117
5000
29 91
GO W
| N | ! \ m
m/z--> 20 4'0 6 80 1(')0 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104343.D

Aca On > 7 Apr 2018 8:05

Operator : JU/SJ

Sample : J2225-18

Misc :

ALS Vial : 37 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 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.70 ng 141219 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 93
Abundance Scan 1993 (13.810 min): BF104343.D (-1990) (-) m/z 57.10 100.00%
57
5000 111
139 13.40 13.60 13.80 14.00 14.20
l‘ b8 207 8 . m/z 83.10 96.89%
m/z--> 50 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1
55 88
5000 111
13.40 13.60 13.80 14.00 14.20
2 m/z 97.10  89.49%
139
e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 55.00 88.45%
29
139 167 106 238 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7 13.40 13.60 13.80 14.00 14.20
m/z 69.00 86 .60%
5000
125
21 L i L L1534181 209 236 264 292 320 350 378 ) Lt
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040618\
Data File : BF104343.D

Acq On : 7 Apr 2018 8:05

Operator : JU/SJ

Sample - J2225-18

Misc :

ALS Vial : 37 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 4.4 ng 176685 1 6.80 805289 20.0
unknown6 .57 6.57 54_.5 ng 2192800 1 6.80 805289 20.0
n-Nonadecanol-1 13.81 3.7 ng 141219 5 13.97 763336 20.0
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