LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55893.D

Acqg On : 5 Dec 2022 20:33
Operator : CG/JU

Sample : N5870-01

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_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55893.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.218 321 328 338 rBV 187696 281744 13.99%  2.827%
2 5.706 404 411 422 rBV 423740 680187 33.76% 6.824%
3 7.327 680 687 707 rVB 469065 804855 39.95% 8.075%
4 8.173 824 831 837 rBV 103264 174474 8.66% 1.750%
5 9.342 1022 1030 1042 rVB 249677 453064 22.49%  4.545%

6 10.999 1305 1312 1320 rBV 152772 265299 13.17% 2.662%
7 13.426 1718 1725 1736 rBV 810317 1202639 59.70% 12.065%
8 14.801 1953 1959 1966 rBV 283423 422677 20.98%  4.240%
9 16.146 2183 2188 2196 rVB 90912 127299 6.32%
10 16.287 2206 2212 2224 rBV 723293 1109044 55.05% 11.
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11 16.710 2279 2284 2293 rVB 15716 24184  1.20%
12 17.545 2420 2426 2432 rBV 391518 584528 29.02%
13 18.402 2567 2572 2582 rBV 64576 106457 5.28%
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14 19.666 2782 2787 2793 rBV5 15559 27798  1.38% 279%
15 20.130 2860 2866 2872 rBV 1510712 2014476 100.00% 20.210%
16 20.406 2907 2913 2920 rBV 15517 27873  1.38% 280%
17 20.905 2994 2998 3002 rBV 23679 27703  1.38% 278%

18 21.428 3082 3087 3102 rBV2 75351 208395 10.34%
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19 21.828 3148 3155 3162 rBV 387969 644324 31.98% 464%
20 21.981 3177 3181 3184 rVB2 19818 24503 1.22% 246%
21 22.603 3283 3287 3292 rVB3 16953 26599 1.32% ©0.267%
22 23.314 3405 3408 3414 rVB2 15401 25072 1.24% 0.252%
23 24.143 3546 3549 3556 rVB4 14630 29190 1.45% ©.293%
24 25.177 3712 3725 3736 rVB2 219950 675368 33.53% 6.776%

Sum of corrected areas: 9967752
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55893.D

Acq On : 5 Dec 2022 20:33
Operator : CG/JU

Sample : N5870-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055893.D\data.ms
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Abundance TIC: BG055893.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55893.D

Acq On : 5 Dec 2022 20:33
Operator : CG/JU

Sample : N5870-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.218 32.30 ng 281744  1,4-Dichlorobenzene-d4 8.173

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 328 (5.218 min): BG055893.D\data.ms (-321) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 REEas e RRREE
‘ 83.0 ‘ 4.80 5.00 5.20 5.40 5.60
SRR | ) N < < — m/z 59.00 52.57%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LA B W
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.00  16.92%
15.0 101.0
\\\‘\‘\‘M\\“M\\}‘\\\\8‘3‘\.0\\\“\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R R
4.80 5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00  15.19%
LT
"¥59‘M“MW‘uwi‘»“““‘_“““““‘
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester Raaa AR REama aaE
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.37%
5000 41.0
B4l | 126.0142,0
1 RaaEa e R
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55893.D

Acq On : 5 Dec 2022 20:33
Operator : CG/JU

Sample : N5870-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.146 6.02 ng 127299  Acenaphthene-di0 14.801
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 49
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
5 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 47
Abundance Scan 2188 (16.146 min): BG055893.D\data.ms (-2183) (- | m/z 105.00 100.00%
105.0
7o 182.0
5000
51.0
—— —
1059 1520 16.00 16.50

““u_‘ﬁ“u‘wm““‘J‘H“““‘wm““‘NH‘ m/z 77.00 62.72%
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — —
16.00 16.50
51.0 m/z 182.00  56.21%
210 A 126.0 152.0 !
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32009: Acetophenone, 2-chloro-
105.0
—— —
16.00 16.50
77.0 o
5000 m/Z 51.00 32.08%
51.0
27.0 | 154.0

| | L b | |
TR L A B I B R L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40424: Benzeneacetic acid, .alpha.-oxo-, methyl ester T —
105.0 16.00 16.50

m/z 50.00 10.66%

77.0
5000
51.0

29.0 | 136.0 164.0

T
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55893.D

Acq On : 5 Dec 2022 20:33
Operator : CG/JU

Sample : N5870-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.402 3.64 ng 106457  Phenanthrene-di0 17.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2572 (18.402 min): BG055893.D\data.ms (-2567) (- | m/z 43.00 100.00%

43.0 |73.0
5000 129.0
2131

‘ ‘ H‘ 1711 ‘ 256.1 18 00 18.50
WWMW“1‘:‘ﬂhM‘m?‘:_MuwH‘H_‘m_wﬂww‘_ 73.00  96.64%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
18.00 18.50

157.01g5,0213.0  256.0 m/z 60.00  94.19%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0 A
T A A
1800 18.50
5000 129.0 55.00  86.12%
L e 0
:I\_ﬁ‘ow‘\u‘i“u”!”\HM\‘H\H\‘\u\\‘M‘\H\‘HHH\“H‘H‘\‘\H“HH‘HH“HH‘\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid
73.0 1800 1850

m/z 57.00  81.40%

43.0
5000
129.0
1710 2140
101.0 ‘ ‘
15\0“ Il \ ‘ u‘\ uhh (ﬂ‘\ m‘ [ | "w/\/vw\ﬁ*ww

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55893.D

Acq On : 5 Dec 2022 20:33
Operator : CG/JU

Sample : N5870-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 17-Pentatriacontene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.428 6.47 ng 208395  Chrysene-di12 21.828
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
3 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
5 Hexadecyl propyl ether 284 C19H400 1000406-27-9 91
Abundance Scan 3087 (21.428 min): BG055893.D\data.ms (-3082) (- | m/z 57.00 100.00%
57.0
——
fs'l 92.9264.9 340.9 2150
AR A92.95080 5808 e m/Z 43.00  90.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #336402: 17-Pentatriacontene
43.0
5000 1
21.50
10 m/z 55.00 76.25%
1 l 1,182.0 267.0 490.0
TTT ‘HH‘\HT‘\H\‘HH[\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
——
21.50
5000 m/z 83.00 57.84%
5.0 252.0
I 2207 369.0 648
A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342427: Tricosyl heptafluorobutyrate ——
57.0 21.50
m/z 69.00 52.69%
5000
5.0
| ‘J‘LLX¢}950 322.0 518.0
e A e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55893.D

Acqg On : 5 Dec 2022 20:33
Operator : CG/JU

Sample : N5870-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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-... 5.218 32.3 ng 281744 1 8.173 174474 20.0
Benzophenone 16.146 6.0 ng 127299 3 14.801 422677 20.0
n-Hexadecanoic ... 18.402 3.6 ng 106457 4 17.545 584528 20.0
17-Pentatriacon... 21.428 6.5 ng 208395 5 21.828 644324 20.0
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