LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30822\
Data File : BF127259.D

Acqg On : 08 Mar 2022 15:32

Operator : CG\JU

Sample : N1763-01 :

Misc : 21-22-SAMPLE-LOCATION-11

ALS Vvial : 11 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: BF127259.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.116 476 481 488 rVB 20829 27652 1.20% 0.191%
2 5.504 543 547 558 rBV 2461217 2229520 96.96% 15.379%
3 6.510 714 718 734 rBV 2123984 2299320 100.00% 15.860%
4 6.875 777 780 784 rBV 736280 601185 26.15% 4.147%
5 7.445 871 877 880 rBV 1376458 1297935 56.45% 8.953%

6 7.610 901 905 909 rVB 28098 25553 1.11% 0.176%
7 8.163 995 999 1002 rBV 723504 630960 27.44%  4.352%
8 9.239 1177 1182 1185 rBV 2512865 2114273 91.95% 14.584%
9 9.304 1190 1193 1196 rVB 52196 42451 1.85%
9.798 1270 1277 1279 rBV5 31074 36982 1.61%

[ R
NN
Ul O
Ul w
R R

11 9.922 1294 1298 1301 rBV 815581 699316 30.41%
12 10.716 1429 1433 1436 rBV 1374041 1221811 53.14%
13 11.410 1548 1551 1554 rBV 736124 621454 27.03%

[SIRCRE S I
N
00
N
B

14 11.563 1574 1577 1582 rBV6 39654 68792  2.99% 475%
15 12.233 1689 1691 1693 rBV2 42779 47701  2.07% 329%
16 12.533 1740 1742 1745 rVB3 58257 43665 1.90% 301%

17 12.998 1817 1821 1824 rBV 1628041 1356141 58.98%
18 13.874 1967 1970 1973 rBV2 123520 115104 5.01%

WNO VU
N
[t
I
R

19 14.063 1998 2002 2008 rBV 398223 402031 17.48% 773%

20 15.557 2253 2256 2265 rVB 372820 459660 19.99% 171%

21 16.951 2489 2493 2494 rBV3 45855 56641 2.46% ©0.391%

22 17.533 2590 2592 2601 rVB1lo 42818 74836 3.25% 0.516%

23 17.815 2638 2640 2641 rBvV2 29400 24420 1.06% 0.168%
Sum of corrected areas: 14497403
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 08 Mar 2022 15:32
¢ CG\JU
: N1763-01

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
BF127259.D

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\

Data File : BF127259.D

Acqg On : 08 Mar 2022 15:32

Operator : CG\JU

Sample : N1763-01 :

Misc . 21-22-SAMPLE-LOCATION-11

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 N-(3,4,5,6-Tetrahydro-1,3-t... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.563 2.21 ng 68792  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-(3,4,5,6-Tetrahydro-1,3-thiazi...
-Acrylonitryl-2,2,6,6-tetrameth..
-Aminobenzoxazole, TBDMS deriva...
enzamide, 2-trifluoromethyl-5-f...
-Hexen-1-one, 1-(1H-imidazol-4-...

192 C1OH12N2S
. 192 C12H20N2

248 C13H28N20S
263 C12H13F4NO
192 C11H16N20

Abundance Scan 1577 (11.563 min): BF127259.D\data.ms (-1574) (-,

m/z-->

5000

0,

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

003420-40-4 53
077376-88-6 25
i 1010332-44-4 14
1000407-67-6 11
069393-41-5 11

m/z 109.10 100.00%

55.0 109.1 191.2
247.2
149.1
T \
276.: 11.50
m/z 55.00 99.17%
20 40 60 80 100120140160180200220240260
#66209: N-(3,4,5,6-Tetrahydro-1,3-thiazin-2-ylidene)anilir
191.0
T \
11.50
77.0 o
136.0 m/z 191.20 87.72%
41.0 ‘ 106. CT ‘
H\‘\‘H\“‘\H\‘\H\‘\1‘\“\}”‘\‘HH\‘HH\‘HH‘HH‘H ‘\‘HH‘HH‘HH‘HH‘\
20 40 60 80 100120140160180200220240260
#66836: N-Acrylonitryl-2,2,6,6-tetramethylpiperidine
69.0 109.0
T \
177.0 11.50
m/z 41.10 74.99%
20 40 60 80 100120140160180200220240260
#132955: 2-Aminobenzoxazole, TBDMS derivative T ‘
191.0 11.50
m/z 247.20 74.48%
990 " 0‘ 248.0
41 0 .
20 40 60 80 100120140160180200220240260 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127259.D

Acqg On : 08 Mar 2022 15:32

Operator : CG\JU

Sample : N1763-01 :

Misc : 21-22-SAMPLE-LOCATION-11

ALS vial : 11 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 2 unknownl3.874 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.874  5.73ng 115104 Chrysene-di2 14.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Benzimidazol-2-yl 4-fluoroben... 330 C17H19FN2SSi  1000487-51-7 30
2 Silane, chlorodiethyl(dodec-9-yn... 302 C16H31C10Si 1000363-59-2 30

3 N-Acrylonitryl-2,2,6,6-tetrameth... 192 C12H20N2 077376-88-6 25
4 1,4-Methanonaphthalene, 6,7-diet... 206 C15H26 016539-02-9 25
5 6-Methyl-6,7-dihydro-9H-5-o0xa-9-... 177 C10H11NO2 1000210-20-2 20
Abundance Scan 1970 (13.874 min): BF127259.D\data.ms (-1967) (- m/z 109.10 100.00%
09.1 191.2
55.1
5000
149.1 315.3
P P
13.50 14.00
0 m/z 95.10 93.76%
mlz--> 50 100 150 200 250 300 350
Abundance #236499: 1H-Benzimidazol-2-yl 4-fluorobenzyl sulfide, TN
109.0
5000 — —
315.0 13.50 14.00
221.0 m/z 191.15 88.48%
175.
04 \4\?‘Or \‘\‘”\ T ‘\‘ o “ 1 \‘\ | ‘\ \‘H\ T ‘5\9\0\ T ‘ \“\ \“\ T
miz--> 50 100 150 200 250 300 350
Abundance #201916: Silane, chlorodiethyl(dodec-9-ynyloxy)-
68.0 109.0
P P
13.50 14.00
5000 m/z 81.10 67.57%
163
299 ||y, Broemo
o! | “‘“‘HH”“H“u‘””‘””‘u‘
miz--> 50 100 150 200 250 300 350
Abundance  #66836: N-Acrylonitryl-2,2,6,6-tetramethylpiperidine — ——
69.0 109.0 13.50 14.00
m/z 55.10 66.16%
177.0
5000
o 1 1 N N B (R
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 : BF127259.D

Acqg On : 08 Mar 2022 15:32

Operator : CG\JU

Sample : N1763-01 :

Misc : 21-22-SAMPLE-LOCATION-11

ALS vial : 11 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 unknownl6.951 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.951 2.46ng Se64l  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Labd-8-en-15-01 202 CooH360 220766-83-6 35

2 (2R,3R,4aR,55,8aS)-2-Hydroxy-4a,... 236 C15H2402 066884-74-0 35
3 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 35
4 1,2,5-Oxadiborolane, 2,3,4,4,5-p... 436 C24H35AsB20 153357-42-7 27
5 2H-3,9a-Methano-1-benzoxepin, oc... 222 C15H260 005956-09-2 22

Abundance Scan 2493 (16.951 min): BF127259.D\data.ms (-2489) (-] m/z 207.10 100.00%

69.1 207.1
1211
5000 2711 2422
= 402.4 —
17.00
0! m/z 69.10 84.83%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #189506: Labd-8-en-15-ol
191.0
5000 98.0 T
17.00
41. 277.0 m/z 95.10 78.77%
O' \}‘J] “\ t \L’\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #118717: (2R,3R,4aR,5S,8aS)-2-Hydroxy-4a,5-dimethyl-:
69.0 207.0
——
530 17.00
5000 ITI/Z 81.10 78.05%
ol ‘ ‘M. JUw L\ 4 ‘L‘ S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #315403: Lup-20(29)-en-3-one T
109.0 205.0 17.00
m/z 191.10 71.48%
55.0
5000
oL ‘H‘\}\ H‘ﬂ ‘.‘\ ! —
m/z--> 50 100 150 200 250 300 350 400 450 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127259.D

Acqg On : 08 Mar 2022 15:32

Operator : CG\JU

Sample : N1763-01 :

Misc : 21-22-SAMPLE-LOCATION-11

ALS vial : 11 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 4 unknownl7.533 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.533 3.26 ng 74836  Perylene-di12 15.557
Hit# of 4 Tentative ID MW MolForm CASH# Qual
12,2,3,3,4,4,4-heptafluoro-1-(4-(... 398 C15H14F8N20 1000455-25-2 9
2 Endrin 378 C12H8C160 000072-20-8 6
3 4-Fluorobenzyl 1H-1,2,4-triazol-... 281 C12H16FN3SSi 1000498-99-7 4
4 Succinic acid, 2,3-dichloropheny... 440 C16H9C1504 1000389-97-4 1
Abundance Scan 2592 (17.533 min): BF127259.D\data.ms (-2590) (.  m/z 83.10 100.00%
157.2
5000 281.1
331.2 418.3
T \
LI o
0 L b m/z 109.10  86.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #294998: 2,2,3,3,4,4,4-heptafluoro-1-(4-(4-fluorobenzyl)p
109.0
5000 17 \
390.0 17.50
215.0 281.0 o
164.0 m/z 207.00 84.63%
59.0 : ‘ ‘
mlz--> 50 100 150 200 250 300 350 400
Abundance #285606: Endrin
81.0
T \
263.0 17.50
5000 m/z 95.10 72.92%
27.

147.0 209.0

345.0

0 Ly ‘H\“m\‘ T \m“ L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #174029: 4-Fluorobenzyl 1H-1,2,4-triazol-3-yl sulfide, TM —— ‘

109.0 17.50
m/z 55.10 66.13%
5000
248.0
45.0 172.0 ‘ |

obrdpetdphe e b b ——

miz--> 50 100 150 200 250 300 350 400 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127259.D

Acqg On : 08 Mar 2022 15:32

Operator : CG\JU

Sample : N1763-01 :

Misc : 21-22-SAMPLE-LOCATION-11

ALS Vvial : 11 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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
N-(3,4,5,6-Tetr... 11.563 2.2 ng 68792 4 11.410 621454 20.0
unknown13.874 13.874 5.7 ng 115104 5 14.063 402031 20.0
unknown16.951 16.951 2.5 ng 56641 6 15.557 459660 20.0
unknownl17.533 17.533 3.3 ng 74836 6 15.557 459660 20.0

8270-BF021622.M Wed Mar 09 16:09:13 2022 Pag 7



