LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127770.D

Acqg On : 12 Apr 2022 20:59
Operator : CG\JU

Sample : N2333-06

Misc :

ALS Vvial : 19 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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127770.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.399 13 19 31 rvB3 78552 129349 2.89% 0.569%
2 3.881 266 271 278 rBV 53490 68090 1.52% 0.299%
3 4.551 381 385 396 rBvV2 114326 140785 3.14% 0.619%
4 4,981 450 458 466 rBV2 88215 105851 2.36% 0.465%
5 5.181 488 492 497 rVB 96292 100775 2.25% 0.443%
6 5.575 554 559 562 rBV 1830872 1607878 35.88% 7.069%
7 6.569 724 728 731 rBV 1240564 981213 21.89% 4.314%
8 6.957 790 794 797 rBV 931515 772906 17.25%  3.398%
9 7.522 884 890 893 rBV 2619870 2522767 56.29% 11.092%
10 8.239 1008 1012 1015 rBV 1142312 931030 20.77% 4.093%
11 8.816 1107 1110 1115 rVB2 54806 56230 1.25% 0.247%
12 9.316 1190 1195 1198 rBV 5066988 4481497 100.00% 19.703%
13 9.998 1307 1311 1314 rVB 1214952 1033545 23.06% 4.544%
14 10.369 1371 1374 1377 rBV 95207 73606 1.64% 0.324%
15 10.786 1441 1445 1448 rBV 2972962 2736204 61.06% 12.030%

16 11.486 1560 1564 1568 rBV 1181493 978392 21.83% 4.302%
17 12.004 1649 1652 1657 rBV 121917 130748 2.92% ©.575%
18 13.080 1830 1835 1838 rBV 3690135 3672951 81.96% 16.148%
19 13.980 1985 1988 1998 rVB2 143677 187975 4.19%  0.826%
20 14.104 2006 2009 2011 rBV 216943 178906 3.99% 0.787%

21 14.133 2011 2014 2018 rVB 967161 814430 18.17% 3.581%
22 14.763 2118 2121 2123 rBV 96396 93690 2.09% 0.412%
23 15.657 2267 2273 2279 rBV 724402 946203 21.11% 4.160%

Sum of corrected areas: 22745021
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127770.D

Acqg On : 12 Apr 2022 20:59

Operator : CG\JU

Sample : N2333-06

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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\BF@41222\
Data File : BF127770.D

Acqg On : 12 Apr 2022 20:59

Operator : CG\JU

Sample : N2333-06

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 1 Furan, tetrahydro-2-(methox... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
2.399 3.35 ng 129349 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 58

2 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 38
3 Pentane-2-sulfonamide 151 C5H13NO2S 017854-62-5 38
4 Butanoic acid, anhydride 158 C8H1403 000106-31-0 38

5 Furan-2-carbonyl chloride, tetra... 134 C5H7C102 052449-98-6 35

Abundance  Scan 19 (2.399 min): BF127770.D\data.ms (-13) (-) m/z 71.00 100.00%

43.0 71.0
5000

‘ 240 260 2.80
ol il MHMmvm:mH_m_m_m m/z 43.00 85.95%

miz--> 20 40 60 80 100 120 140
Abundance #9313: Furan, tetrahydro-2-(methoxymethyl)-
71.0
43.0

5000 B e e
2.40 260 280

m/z 41.10 52.92%

T \]-\5\(’) T H T T ‘\“ T \‘} T ‘ T \9\7-‘0\ \l\]_\e‘o\ T ‘ L
m/z--> 20 40 60 80 100 120 140
Abundance #2000: 3-Buten-2-ol, 2-methyl-
71.0

240 260 280

—

o

43.0 .
5000 m/z 44.95 42.72%
15.0 ‘
owm,u‘w““iuuMwMWm_m_m_m
miz-> 20 40 60 80 100 120 140
Abundance #28577: Pentane-2-sulfonamide TS
43.0 240 2. 60 2.80
71.0 m/z 75.00 33.04%
5000
0 26,0 ||| ) “‘ 1920 1090 13501520
““,“““““““ ““““““““““ R R A RS AR RS
m/z--> 40 60 100 120 140 240 2. 60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127770.D

Acqg On : 12 Apr 2022 20:59
Operator : CG\JU

Sample : N2333-06

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 unknown4.551 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.551 3.64 ng 140785 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 43
2 1-Pentene, 5-bromo- 148 C5H9Br 001119-51-3 35
3 Butane, 2,3-dimethyl-2-nitro- 131 C6H13NO2 034075-28-0 35

4 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 32
5 3-Methyl-2-hexene 98 C7H14 017618-77-8 25

Abundance Scan 385 (4.551 min): BF127770.D\data.ms (-381) (-) m/z 41.05 100.00%

41.0
5000

207.1
| p70 1470 281.0 341.0 414 4.20 4.40 4.60 4.80
] A s o m/z 69.10  98.79%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #3728: 1-Pentene, 3-ethyl-
41.0
5000 LI LA L L LA B L
4.20 4.40 4.60 4.80
98.0 m/z 43.00 70.63%
O\J\H’\‘M“‘\‘\‘\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #26538: 1-Pentene, 5-bromo-
69.0

4.20 4.40 4.60 4.80
5000 m/z 55.00 46.28%

015-% |l 1p00

A e
miz-> 0 50 100 150 200 250 300 350 400

Abundance #15952: Butane, 2,3-dimethyl-2-nitro- A R EAR R
41.0 4.20 4.40 4.60 4.80

m/z 71.10  25.26%

5000

0’%0 —

m/z--> 0 50 100 150 200 250 300 350 400 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127770.D

Acqg On : 12 Apr 2022 20:59
Operator : CG\JU

Sample : N2333-06

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 unknown4.981 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.981 2.74 ng 105851 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, 4-nitrophenyl e... 207 C1OH9NO4 014617-88-0 43
2 3-Penten-2-one, (E)- 84 C5H80 003102-33-8 38
3 2-Propenoic acid, 2-methyl- 86 C4H602 000079-41-4 32

4 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 32
5 3-Penten-2-one 84 C5H80 000625-33-2 23

Abundance Scan 458 (4.981 min): BF127770.D\data.ms (-450) (-) m/z 41.05 100.00%

41.0

5000

—

4.60 4.80 5.00 5.20 5.40
6.0 147.0 207.0  281.0326. |
b i 20 T T SHR3208 4000 s 69,10 71.68%
m/z--> 0 50 100 150 200 250 300 350 400

Abundance  #83484: 2-Butenoic acid, 4-nitrophenyl ester, (E)-

69.0

5000 RN R R
4.60 4.80 5.00 5.20 5.40
m/z 43.00 49.47%
0\\h““‘i‘\“h‘\\‘1\2\2\.0\‘\\\\Z?Z.\O\\‘\\\\‘\\\\’\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1601: 3-Penten-2-one, (E)-
69.0
4.60 4.80 5.00 5.20 5.40
5000 m/z 39.05 40.64%
15.0
0 w“““\‘ = ““HH_H‘,HH‘HH_H‘,HH“
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1890: 2-Propenoic acid, 2-methyl-
41.0 86.0 4.60 4.80 5.00 5.20 5.40
m/z 71.10 18.03%
5000
0 mump““‘mWm_m,‘m_m‘m‘,mw SNBSS L S S
m/z--> 0 50 100 150 200 250 300 350 400 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\BF041222\
Data File : BF127770.D

Acqg On : 12 Apr 2022 20:59
Operator : CG\JU

Sample : N2333-06

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.181 2.61 ng 100775 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 38
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Guanidine 59 CH5N3 000113-00-8 9
Abundance Scan 492 (5.181 min): BF127770.D\data.ms (-488) (-) m/z 43.00 100.00%
3.0
5000
101.1
‘ ‘ ) 4.80 5.00 5.20 5.40 5.60
bl o L 470 2810 /7 s9.10 59.75%
miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T
4.80 5.00 5.20 5.40 5.60
‘ 101.0 m/z 101.10 19.85%
0
miz--> 50 100 150 200 250
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R E s e R Eaa
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 15.21%
101.0
opold L |
miz--> 50 100 150 200 250
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)- L e L
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.03%
5000 101.0
27.0““‘ ‘ ‘
Owwh‘\h A B A A T \‘\\\\‘\%\\\/\/\m
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127770.D

Acqg On : 12 Apr 2022 20:59
Operator : CG\JU

Sample : N2333-06

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.004 2.67 ng 130748 Phenanthrene-di10 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Dodecanoic acid 200 C12H2402 000143-07-7 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47

Abundance Scan 1652 (12.004 min): BF127770.D\data.ms (-1649) (- m/z 73.00 100.00%

73.0
43.0
5000
L
12.00
01 m/z 59.95 85.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R \
12.00
157.0 18502130 256.0 m/z 43.00 77 .45%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
T
43.0 12.00
5000 129.0 m/Z 55.10 74.28%
171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75718: Dodecanoic acid 7 ‘
73.0 12.00
m/z 41.05 62.87%
5000
43.0 129.0
157.0
I .
ST |1 01 S O .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127770.D

Acqg On : 12 Apr 2022 20:59
Operator : CG\JU

Sample : N2333-06

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 6 1-Tetracosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.980 4.62 ng 187975  Chrysene-di12 14.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 1988 (13.980 min): BF127770.D\data.ms (-1985) (- m/z 55.10 100.00%

531 97.1
5000
14.00
176.1 2192 2781
oL, ‘H‘ J P‘ b e ST B0 s 83,10 96.32%
m/z--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene
43.0 83.0
5000 L
14.00
250 m/z 57.05 92.06%
oL ‘\“ “\‘\‘\“‘“\ il “H\ \‘ \\L\ \“ %???‘21‘0‘0‘ B ‘3‘36"
m/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
—
14.00
5000 m/Z 43.10 88.71%
39.0
100 .| L1120 20 a0 200 M,JULM
m/z--> 100 150 200 250 300
Abundance #232316: Behenic alcohol —
434 83.0 14.00
’ m/z 97.10 87.98%
5000
25.0
ol LAl L 1670 2100 2800 o
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127770.D

Acqg On : 12 Apr 2022 20:59
Operator : CG\JU

Sample : N2333-06

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 7 1,4-Benzenedicarboxylic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14763 230 1ng 03690 Chrysene-d12 14.133

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
»3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 62
erephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 53
erephthalic acid, 1-cyclopentyl... 374 C23H3404 1010323-84-1 35
sophthalic acid, 2-bromo-4-fluo... 450 C22H24BrF04 1000344-40-1 27

VA WNER
H - R FP

Abundance Scan 2121 (14.763 min): BF127770.D\data.ms (-2118) (- m/z 70.10 100.00%

70.1
149.0 261.1
5000
1450 1500
308.0350.2 : '
0 30 m/z 261.15 76.21%
mlz--> 50 100 150 200 250 300 350
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 112.0
261.0
5000 67.0 T T
14.50 15.00
m/z 149.00 72.33%
02\9‘\% L\“ ™ \L \‘ T } el \2?7\9\ ™ \“\ L 3\0‘4\(\) T \3‘6\1\0\ ™
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
P o
112.0 14.50 15.00
5000 261.0 ITI/Z 112.10 47 .69%
67.0
P9.
0 % ‘ I h “‘ | || 2070 | 30403470
A e e I e S R
miz--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester e —
261.0 14.50 15.00
m/z 167.00 43.49%
5000 70.0
149.0
219.0
Y et B POV OO W S N M
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127770.D

Acqg On : 12 Apr 2022 20:59
Operator : CG\JU

Sample : N2333-06

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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|
Furan, tetrahyd... 2.399 3.4 ng 129349 1 6.957 772906 20.0
unknown4.551 4.551 3.6 ng 140785 1 6.957 772906 20.0
unknown4.981 4.981 2.7 ng 105851 1 6.957 772906 20.0
2-Pentanone, 4-... 5.181 2.6 ng 100775 1 6.957 772906 20.0
n-Hexadecanoic ... 12.004 2.7 ng 130748 4 11.486 978392 20.0
1-Tetracosene 13.980 4.6 ng 187975 5 14.133 814430 20.0
1,4-Benzenedica... 14.763 2.3 ng 93690 5 14.133 814430 20.0
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