LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131903.D

Acqg On : 04 Jan 2023 17:26
Operator : CG\JU

Sample : 01001-04

Misc :

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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF1319@3.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.016 493 498 505 rvB 545123 678197 37.45% 5.639%
2 5.428 563 568 571 rBV 1723155 1605687 88.66% 13.352%
3 6.445 737 741 744 rBV 1570534 1623160 89.62% 13.497%
4 6.810 800 803 807 rBv 478151 403960 22.30%  3.359%
5 7.381 895 900 903 rBV 1144243 1062137 58.65% 8.832%

8.104 1018 1023 1026 rBV 588880 489676 27.04%
9.180 1201 1206 1210 rBV 1953919 1811084 100.00% 15.
9.863 1318 1322 1326 rVB 689447 529398 29.23%
10.580 1441 1444 1448 rVB 131652 97751  5.40%
10 10.657 1453 1457 1460 rBV 1233019 1023844 56.53%
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11 11.357 1572 1576 1579 rBV 604243 471618 26.04%
12 11.886 1663 1666 1669 rBV 24492 19876 1.10%
13 12.951 1843 1847 1850 rBV 1447541 1169337 64.57%
14 13.863 1997 2002 2015 rBv4 54699 155102  8.56%
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15 14.010 2023 2027 2031 rBV 451318 388006 21.42% 226%
16 14.104 2039 2043 2048 rVB 21318 22593  1.25% ©.188%
17 14.768 2153 2156 2163 rVB7 20871 28945 1.60% 0.241%

18 15.492 2273 2279 2286 rVB 333582 445595 24.60%  3.705%

Sum of corrected areas: 12025966
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 04 Jan 2023 17:26
: CG\JU
: 01001-04

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
BF131903.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF131903.D\data.ms
5.428
6.445
1500000
7.381
1000000
5.016
500000 6.810
O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \’—Y_Y_Ym
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF131903.D\data.ms
9.180
1500000 12.951
10.657
1000000
9.863
8.104 11.357
500000
10.5
0 11.886
1 T R A e e 7 — T e —— T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF131903.D\data.ms
1500000
1000000
14.010
500000 15.492
13.86314.104 14.768
O T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131903.D

Acq On : 04 Jan 2023 17:26

Operator : CG\JU

Sample : 01001-04

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

Relative to ISTD R.T.

5.016 33.58 ng 678197 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

3 2,3-Butanedione, monooxime
4 1-Propen-2-0l, acetate
5 Morpholine, 4-methyl-

101 C4H7NO2
100 C5H802
101 C5H11NO

000123-42-2 56
001116-98-9 32
000057-71-6 17
000108-22-5 10
000109-02-4 9

Abundance Scan 498 (5.016 min): BF131903.D\data.ms (-493) (-)

m/z 43.00 100.00%

43.0
59.0
5000
101.0 T e e
4.60 4.80 5.00 5.20 5.40
il 8s0 P
ob bl PR m/z 59.80  65.17%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN N R R R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00 22.61%
15.0 101.0
‘ T | 83.0 |
O\\\\‘\\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
P e
4.60 4.80 5.00 5.20 5.40
5000 41.0 ITI/Z 58.00 14.71%
126.0
bl L 12001459
miz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime R Eas AR
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.03%
5000
101.0
15.0
ol 00880 L
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131903.D

Acq On : 04 Jan 2023 17:26
Operator : CG\JU

Sample : 01001-04

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.580 3.69 ng 97751  Acenaphthene-d1e 9.863
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Azobenzene 182 C12H1eN2 000103-33-3 64
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
Abundance Scan 1444 (10.580 min): BF131903.D\data.ms (-1441) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
10.50
152.0
Ol 2220 R miz 76,95 71.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — :
10.50
51.0 m/z 182.00  52.29%
J270 | 10 1520
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
770 1090
RN T
10.50
5000 182.0 m/z 51.00 27.70%
51.0
32.0 ‘ ‘ ‘ 150.0
o T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene — ‘
77.0 10.50
m/z 181.00 7.69%
182.0
5000
51.0 105.0
0L27.0 ‘ ‘ 1280 020 \
A e e O B mma —h
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131903.D

Acq On : 04 Jan 2023 17:26

Operator : CG\JU

Sample : 01001-04

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 n-Nonadecanol-1 Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
13.863 7.99 ng 155102  Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93

Abundance Scan2002(13863nﬂm BF131903.D\data.ms (-1997) (- m/z 83.10 100.00%
43.0
5000
230.0 13.50 14.00
[o) M— ‘\‘ ‘ \‘ ‘\“ ‘HLM‘H \m‘ \\‘\‘\%‘\2\‘0\\‘”‘\ , h‘ ‘2‘8‘0"9‘ . ITI/Z 57.05 96.68%
m/z--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1
83.0
43.0
5000 — ——
13.50 14.00
25.0 m/z 69.00 85.55%
ALEL L] ses0 230
O\\‘\‘\“H\ \‘!\‘ \\‘\‘h H\“\ \\|\\\‘\‘\\\\‘\
m/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
— —
13.50 14.00
5000 m/z 55.00 82.62%
39.0
o120 | LLLLL 19 1020 2200 260
m/z--> 50 100 150 200 250 300
Abundance #228955: Trifluoroacetic acid, pentadecyl ester — T
57.0 13.50 14.00
97.0 m/z 43.05 76.74%
- ijmWmef\WwwwNWM“
400
sl | L1 L L] b0 sm20 a0 e s T
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131903.D

Acqg On : 04 Jan 2023 17:26
Operator : CG\JU

Sample : 01001-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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|
2-Pentanone, 4-... 5.016 33.6 ng 678197 1 6.810 403960 20.0
Benzophenone 10.580 3.7 ng 97751 3 9.863 529398 20.0
n-Nonadecanol-1 13.863 8.0 ng 155102 5 14.010 388006 20.0
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