LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30822\
Data File : BF127253.D

Acqg On : 08 Mar 2022 12:36

Operator : CG\JU

Sample : N1763-09 :

Misc : 3-4-SAMPLE-LOCATION-2

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF127253.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.11e 476 480 485 rVB 20196 24988 1.04% 0.155%
2 5.504 542 547 550 rBV 2461083 2154294 89.26% 13.396%
3 6.510 713 718 721 rBV 2205412 2193838 90.90% 13.642%
4 6.875 777 780 784 rVB 754137 594682 24.64%  3.698%
5 7.439 871 876 879 rBV 1520057 1516930 62.85% 9.433%
6 7.604 901 904 909 rVB 29564 26504 1.10% 0.165%
7 8.157 994 998 1002 rBV 917547 804475 33.33% 5.002%
8 8.739 1091 1097 1102 rBV 30359 27109 1.12% 0.169%
9 9.233 1176 1181 1185 rBV 2605854 2413554 100.00% 15.008%
10 9.304 1189 1193 1196 rVB 60509 47967 1.99% 0.298%

11 9.922 1293 1298 1301 rBV 929161 868556 35.99%
12 10.557 1400 1406 1413 rBV 10247 25041 1.04%
13 10.710 1428 1432 1436 rBV 1629124 1546134 64.06%
14 11.410 1548 1551 1554 rBV 807375 686101 28.43%
15 11.927 1636 1639 1641 rBV3 31523 29836 1.24%
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16 12.998 1817 1821 1824 rBV 1815677 1475274 61.12%
17 13.839 1961 1964 1967 rBV 24947 32172 1.33%
18 13.874 1967 1970 1973 rBV3 74767 110646  4.58%
19 13.921 1973 1978 1981 rVB 367314 551574 22.85%
20 14.057 1998 2001 2005 rBV 438256 390618 16.18%
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21 14.810 2126 2129 2138 rVB 117599 138879 5.75%
22 15.551 2250 2255 2261 rVB 331941 422505 17.51% 2.627%

®
0
o}
i
R

Sum of corrected areas: 16081677
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 5

Z:\svoasrv\HPCHEM1\BNA_F\Dat
BF127253.D

: 08 Mar 2022 12:36
¢ CG\JU
: N1763-09

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\
: ASP BNA STANDARDS FOR 5 P

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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LSC Report - Integrated Chromatogram

a\BF030822\

3-4-SAMPLE-LOCATION-2

Methods\8270-BF021622.M
OINT CALIBRATION

TIC: BF127253.D\data.ms
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30822\
: BF127253.D

: 08 Mar 2022 12:36

: CG\JU

: N1763-09

: 5 Sample Multiplier: 1

hod : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry : C:\Database\NIST20.L

ration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknownl3.874

13.874

Hit# of

1 2-({2-

2 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403
3 Morpholine, 4-phenyl- 163 C1OH13NO
4 Oxazole-5-one, 2-phenyl-4-[2-flu... 327 C18H14FNO4

Concentration Rank 3

EstConc Area Relative to ISTD R.T.
5.67 ng 110646  Chrysene-d12 14.057
5 Tentative ID MW MolForm CASH# Qual

[(3-Chlorophenyl)carbonyl]... 360 C18H17CIN204  1010511-82-9 38
1000366-96-1 38
000092-53-5 35
149156-23-0 27

5 Ethyl 2-(benzoylamino)-4-methyl-... 334 C15H14N205S 1000460-07-7 27
Abundance Scan 1970 (13.874 min): BF127253.D\data.ms (-1967) (1  m/z 105.00 100.00%
105.0
5000 163.1 AJ\\
43.0 13.50 14.00
ol “N”‘”M‘WW‘mG‘ A fAT22560 BT ) 163.10  51.26%
mlz--> 50 100 150 200 250 300 350
Abundance #269473: 2-({2-[(3-Chlorophenyl)carbonyl]hydrazinyl}cark
168.0
5000
1350 1400
m/z 77.05 43.61%
111.0
oL 500, "] A 221.0 329.0
\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #140682: (3-Phenyloxiran-2-yl)methyl benzoate
105.0
1350 1400
5000 m/z 149.00  14.29%
163.0
51.0
0 ‘ | ‘ 254.0
L I T T e
miz--> 50 100 150 200 250 300 350
Abundance #38614: Morpholine, 4-phenyl-
105.0 1350 1400
m/z 43.05 12.26%
163.0
5000
51.0
ottt A e — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127253.D

Acqg On : 08 Mar 2022 12:36

Operator : CG\JU

Sample : N1763-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

3-4-SAMPLE-LOCATION-2

BF021622.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.021 2824 ng S51574  Chrysene-d12 14.057

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Diethylene glycol dibenzoate 314 C18H1805
2 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403
5 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003

Abundance Scan 1978 (13.921 min): BF127253.D\data.ms (-1973) (-]

000120-55-8 91
1000368-22-4 72
005694-69-9 72
1000156-71-2 72
001603-79-8 43

m/z 105.00 100.00%

105.0
149.1
5000
51.1 14 00
Ob b L1 1891 237.1277.0 3223 ./, 149,05  81.24%
miz--> 50 100 150 200 250 300
Abundance #216951: Diethylene glycol dibenzoate
1050 1490
5000 R
14.00
m/z 77.10 41.78%
51.0
ols0_ | | 192.0
T T T ‘ T T ‘ T T T T T T ‘ T T T ‘ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance  #162046: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0
105.0 14.00
51.0
N | —"
oL - et
miz--> 50 100 150 200 250 300
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0 1400
m/z 106.05 8.19%
105.0
5000
ol 10 196.0 239.0
e
m/z--> 50 100 150 200 250 300 1400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127253.D

Acqg On : 08 Mar 2022 12:36

Operator : CG\JU

Sample : N1763-09 :

Misc : 3-4-SAMPLE-LOCATION-2

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.810 6.57 ng 138879  Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 81
3 Palmitoleamide 253 C16H31NO 106010-22-4 72
4 Silane, (chloromethyl)dimethyl- 108 C3H9C1Si 003144-74-9 35
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 35
Abundance Scan 2129 (14.810 min): BF127253.D\data.ms (-2126) (1 m/z 59.05 100.00%
59.0
5000 Jk\
14. 50 15. 00
- u‘ m‘ﬁ,w Ui2l2 2080 BTIIS204 3112 701 62.20%
mlz--> 50 100 150 200 250 300 350 400
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000
14. 50 15 00
m/z 55.05 52.93%
OLG' i HH ‘\ " 184.0 238028;"0
- \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #245084: 13-Docosenamide, (2)-
59.0
— ——
14.50 15.00
5000 m/z 41.10 31.50%
137.0
337.0
o ALLLLLLL 15302000 2003370
miz--> 50 100 150 200 250 300 350 400
Abundance #139496: Palmitoleamide “ T
59.0 14.50 15.00
m/z 43.10 29.34%
5000
‘ 126.0 253 0
oLkl kil omozmoozsp0
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Quant Title

TIC Library

Tentatively Identified Compound (LSC)

: Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©30822\

BF127253.D

: 08 Mar 2022 12:36
: CG\JU
: N1763-09

: 5 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

summary

3-4-SAMPLE-LOCATION-2

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknownl13.874 13.874 5.7 ng 110646 5 14.057 390618 20.0
Diethylene glyc... 13.921 28.2 ng 551574 5 14.057 390618 20.0
9-Octadecenamid... 14.810 6.6 ng 138879 6 15.551 422505 20.0
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