LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41122\
Data File : BG053108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc :

ALS Vvial : 16 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-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO53108.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.000 100 104 111 rVB 12193 18761 1.10% 0.149%
2 4.611 201 208 217 rBV 566823 854365 50.16% 6.803%
3 5.216 304 311 325 rVB 1060773 1703248 100.00% 13.563%
4 7.278 655 662 670 rBV 112972 203721 11.96% 1.622%
5 8.118 798 805 811 rBV 131759 231283 13.58% 1.842%
6 8.177 811 815 822 rVB2 56071 85940 5.05% 0.684%
7 8.764 908 915 920 rBV 18621 28692 1.68% 0.228%
8 9.281 995 1003 1012 rBV 322453 567973 33.35% 4.523%
9 10.209 1155 1161 1168 rBV 35544 64674 3.80% 0.515%
10 10.932 1272 1284 1290 rBV 180100 331700 19.47% 2.641%

11 13.246 1671 1678 1688 rVB4 18403 36773 2.16%
12 13.364 1691 1698 1705 rVB 869200 1374179 80.68% 10.942%

[
N
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w
R

13 14.738 1924 1932 1940 rBV 286450 477650 28.04%  3.803%
14 15.561 2069 2072 2078 rVB6 11740 19275 1.13% ©.153%
15 16.436 2216 2221 2225 rBV2 25237 35002 2.06% ©.279%
16 17.241 2353 2358 2362 rBV3 19008 37376 2.19% 0.298%
17 17.482 2393 2399 2405 rBV 338848 522216 30.66% 4.158%
18 17.558 2405 2412 2416 rBV2 40455 70005 4.11% 0.557%
19 17.969 2477 2482 2485 rBV 47211 70119 4.12% 0.558%
20 17.993 2485 2486 2491 rVB2 25014 27605 1.62% 0.220%
21 18.251 2526 2530 2534 rBV6 18177 37340 2.19% ©.297%
22 18.322 2539 2542 2545 rVB3 27146 33529 1.97% 0.267%
23 18.551 2576 2581 2588 rVB2 77578 114358 6.71% 0.911%
24 18.610 2588 2591 2594 rBV5 20008 27305 1.60% ©.217%
25 18.657 2595 2599 2603 rBv2 113612 156068 9.16% 1.243%

26 18.903 2639 2641 2647 rBV3 35921 53331 3.13%
27 19.115 2673 2677 2681 rBV 85397 137728  8.09%
28 19.285 2702 2706 2710 rBV 229242 307832 18.07%
29 19.332 2712 2714 2716 rBV3 48624 54955 3.23%
30 19.385 2721 2723 2730 rVB3 148021 245246 14.40%
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R

31 19.503 2740 2743 2748 rBV 105118 176342 10.35%
32 19.667 2766 2771 2775 rBV3 345966 553762 32.51%
33 19.861 2800 2804 2808 rBV 266263 315644 18.53%
34 20.090 2839 2843 2846 rBV 1107503 1369617 80.41% 16@.
35 20.166 2853 2856 2859 rBV3 156186 240958 14.15%
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36 20.390 2889 2894 2897 rBV3 383930 637821 37.45% 5.079%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41122\
Data File : BG053108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS Vvial : 16 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-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 20.431 2897 2901 2910 rVB4 483865 817956 48.02% 6.513%
38 20.572 2922 2925 2931 rBV3 306151 517993 30.41% 4.125%

Sum of corrected areas: 12558342
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053108.D\data.ms

1500000

5.216
1000000

4.611
500000
9.281

7.278 8.118 10.932
4.000 BIL77  8.764 10.209

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG053108.D\data.ms

20.090

1500000

1000000

13.364

500000
14.738

246 15.561 16.436

L R e e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG053108.D\data.ms

1500000

1000000

500000

O‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.611 73.88 ng 854365 1,4-Dichlorobenzene-d4 8.118

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
Abundance Scan 208 (4.611 min): BG053108.D\data.ms (-201) (-) m/z 83.15 100.00%

55.1 83.2
5000
43.1 98.2

4.20 4.40 4.60 4.80 5.00

oHww_HWHu‘m‘J‘m_?ZJ%m,m,w‘,w‘ m/z 55.15 93.54%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 430 AR LR R
290 ' 98.0 4.20 4.40 4.60 4.80 5.00

m/z 43.15 38.67%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3567: 3-Hexen-2-one
83.0
55.0

o

43.0 4.20 4.40 4.60 4.80 5.00
5000 m z 98.15 31.85%
29.0
98.0
\‘ “\‘\ H‘ | 69.0 | ‘
Ot e e e e e

miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- R RRARE mRaE
55.0 83.0 4.20 4.40 4.60 4.80 5.00

m/z 39.15 29.82%

41.0
5000
27.0 98.0
15.0 ‘ ‘ 69.0
‘ il I ‘ \ ‘\ |

m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.216 147.29 ng 1703250 1,4-Dichlorobenzene-d4 8.118

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 10
Abundance Scan 311 (5.216 min): BG053108.D\data.ms (-304) (-) m/z 43.10 100.00%
3.1
59.1
5000
101.2 Rmaas e RRR R o
‘ 83.1 4.80 5.00 5.20 5.40 5.60
Ol bl 7RO S0 L m/z 59.15 61.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B LA B R
59.0 4.80 5.00 5.20 5.40 5.60
150 1010 m/z 101.15 19.54%
O \\\‘\\\\‘\\\?‘T“\.(\)\\“H}\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.\0\‘\\\}‘\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
Rmaas e R
4.80 5.00 5.20 5.40 5.60
5000 41.0 m/z 58.10 15.93%
29.
‘ ‘ 87.0
o220 Ul WLl mo |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime RmEas E s RR R
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.15 9.52%
5000
101.0
ol 30 310 | *89 700 86,0
e e e e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 1-Hexanol, 2-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.177 7.43 ng 85940 1,4-Dichlorobenzene-d4 8.118

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
3 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 50
4 Oxalic acid, heptyl propyl ester 230 C12H2204 1000309-26-0 47
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 43

Abundance Scan 815 (8.177 min): BG053108.D\data.ms (-811) (-) m/z 57.15 100.00%

57.1
5000 /\\
83.2 P R
‘ ‘ ‘ 1743 7.80 8.00 8.20 8.40
bl e ATAS s 41015 39.95%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000
29.0 7.80 8.00 8.20 8.40
' 83.0 m/z 43.15 34.33%
L LT e
O\\\‘\‘\l\\i\\\h‘\\‘\\“\\\\‘\\}\‘\\\\‘\\\\‘\\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #15686: 2-Propyl-1-pentano
57.0
T
7.80 8.00 8.20 8.40
5000 m/z 55.15 27.29%
29.0 83.0
‘ ‘ ‘ 112.0
OHH“H““HN ‘w;‘u“!HN‘HM‘HH‘HH‘HH ‘
miz--> 20 40 60 80 100 120 140 160
Abundance #60437: Carbonic acid, heptyl vinyl ester
57.0 7.80 8.00 8.20 8.40
m/z 83.15 20.96%
5000
29.0 98.0
N R 1 M
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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-Cyclohexen-1-one, 3-methyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.764 2.48 ng 28692 1,4-Dichlorobenzene-d4 8.118
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one, 3-methyl- 110 C7H1e0 001193-18-6 86
2 1,2,3,6-Tetrahydropyridine 83 C5H9N 000694-05-3 32
3 1'-Hydroxy-4,3'-dimethyl-bicyclo... 220 C14H2002 1000189-12-5 28
4 1H-Pyrazole, 1-methyl- 82 C4H6N2 000930-36-9 9
5 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 9
Abundance Scan 915 (8.764 min): BG053108.D\data.ms (-908) (-) m/z 82.15 100.00%
82.2
5000
54.1
110.2 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ ‘ 8.40 8.60 8.80 9.00
bt bl e m/z 54.15 37.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6615: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 \‘HH‘H\/\\“HH‘HH‘\
540 110.0 8.40 8.60 8.80 9.00
m/z 39.10 31.06%
27.0
0 \\\‘\‘\‘\\‘i“‘!‘\“i“\’\“\\\H"\\\\‘\\‘\\‘\\H‘\\H‘\\H‘\\H‘\\H‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1473: 1,2,3,6-Tetrahydropyridine
54.0 82.0
8.40 8.60 8.80 9.00
5000 28.0 m/z 110.15 25.25%
Ol ,w“uu,w"Wm"‘H_m_m_www
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99022: 1'-Hydroxy-4,3'-dimethyl-bicyclohexyl-3,3'-dien-2 “‘H“‘H‘Mﬁﬁ“‘u“
82.0 8.40 8.60 8.80 9.00
m/z 53.05 13.95%
5000 39.0 110.0
A v | . 14101600 2020 I
e e e S e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 1,3-Pentanediol, 2,2,4-trim... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.209 3.90 ng 64674  Naphthalene-d8 10.932
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 83
2 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 33
3 Pentanal, 3-methyl- 100 C6H120 015877-57-3 33
4 1,3-Hexanediol, 2-ethyl- (isomer 1) 146 C8H1802 1000484-18-2 25
5 Cyclobutane, 1,2,3,4-tetramethyl- 112 C8H16 069531-57-3 25

Abundance Scan 1161 (10.209 min): BG053108.D\data.ms (-1155) (-  m/z 56.15 100.00%

56.1
5000
73.2

39 | ‘ ‘ 103.2 10.00 10.50
0 ““““Muu‘uJV‘M“‘M““M“‘ . m/z 43.15 50.91%
miz--> 20 40 60 80 100 120 140
Abundance #25578: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
5000
730 10 00 10 50
m/z 55.15 36.34%
29.0 103 0
0 Dl 129.0145.0
\\\‘\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 100 120 140

Abundance #14501: Oxirane, 2,3—b|s(1—methylethyl)—, trans-

56.0 Wﬂ/\% i~

10.00 10.50
5000 m/z 57.15 34.82%
73.0
0 Iy L “ \“‘ 95.0 11]70 1280
e e
m/z--> 20 40 60 80 100 120 140
Abundance #4317: Pentanal, 3-methyl-
56.0 10.00 10.50

5000
29.0
A T Pl b

\\\\\\ L B e e B L A o T R T ™
\ \ f f \ I I T T

m/z--> 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 unknownl7.558 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.558 2.68 ng 70005  Phenanthrene-d1e 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,15-Hexadecanedione 254 C16H3002 018650-13-0 42
2 5-Undecanone, 2-methyl- 184 C12H240 050639-02-6 40
3 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 35
4 Ethanone, 1-(3-ethylcyclobutyl)- 126 C8H140 056335-71-8 35
5 Fumaric acid, hexyl 2-methoxyeth... 258 C13H2205 1000330-59-7 27

Abundance Scan 2412 (17.558 min): BG053108.D\data.ms (-2405) (- m/z 43.15 100.00%
3.1

=

5000
T T \
179.3 291.3 17.50
O+l m/z 58.10 55.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140800: 2,15-Hexadecanedione
43.0
5000 T
17.50
710 m/z 71.15  41.33%
0 T \‘\‘\ \“Li T \‘L‘h \‘1“1 T ‘Mi‘ ?‘7}‘1?\“\1\2“\3‘\(\)\ ‘1\5\\2\‘0\ T \‘| \]\_\9\‘7‘\0\\ T ‘\294\.‘9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58928: 5-Undecanone, 2-methyl-
43.0
T T \
17.50
5000 ITI/Z 55.15 36.69%
113.0
L] e
O bbbl e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8508: 2-Hexanone, 4-methyl- T
43.0 17.50
m/z 57.20 34.71%
5000
‘ ‘ 850 114.0
0“m‘i‘l‘“”‘H‘;““Hu“H‘Wm‘HH‘HH“m‘uu‘mwuw‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Sulfurous acid, 2-propyl te... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.969 2.69 ng 70119 Phenanthrene-d10 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 80
2 10-Methylnonadecane 282 C20H42 056862-62-5 80
3 Tetratetracontane 619 C44H90 007098-22-8 80
4 Hexatriacontane 507 C36H74 000630-06-8 72
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 72

Abundance Scan 2482 (17.969 min): BG053108.D\data.ms (-2477) (- m/z 57.15 100.00%
57.1

5000 MN
18.00
39.3 :
o_u‘wi‘wmwus,u“‘2‘7‘7:‘3‘HwHH‘HHw‘_m_wm m/z 43.15  85.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester
43.0
5000 T
18.00
m/z 71.15 64.48%
O‘\\“\ I‘VFIE-L()T]-QT.OV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176388: 10-Methylnonadecane
57.0
e
18.00
5000 ITI/Z 85.15 50.17%
154.0
U1 PP 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane 7
57.0 18.00
m/z 41.15 32.16%
o HIH‘“27;9;97.0267.0337.0407.0 491.0 562.0
e e e e e e e e T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 18.00

8270-BGR40822.M Tue Apr 12 14:31:40 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 8 2,3',4,5'-Tetrachloro-1,1'-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.551 4.38 ng 114358 Phenanthrene-di10 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,3',4,5'-Tetrachloro-1,1'-biphenyl 290 C12H6C14 073575-52-7 99
2 1,1'-Biphenyl, 2,3',4,6-Tetrachl... 290 C12H6C14 060233-24-1 99
3 1,1'-Biphenyl, 3,3',5,5'-tetrach... 290 C12H6C1l4 033284-52-5 99
4 1,1'-Biphenyl, 3,3',4,5'-tetrach... 290 C12H6C14 041464-48-6 99
5 1,1'-Biphenyl, 2,2',6,6"'-tetrach... 290 C12H6C14 015968-05-5 98

Abundance Scan 2581 (18.551 min): BG053108.D\data.ms (-2576) (- m/z 220.05 100.00%

220.1 201.9
5000
150.2 257.1
741 1102 184.2 L f ‘J\\
3 ‘ ‘ 18.50
0 H‘i‘M“”\L“‘he“““h““““H““J‘H‘ u”“l““m"”u“‘i‘MM\M“M,u‘mw o cll - myz 291,90 86.55%
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #185820: 2,3',4,5"-Tetrachloro-1,1'-bipheny!
292.0
5000 /k ”wA
18.50
110.0 m/z 222.05 69.82%
740 PP 150.0 4549
O,
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #185839: 1,1'-Biphenyl, 2,3',4,6-Tetrachloro-
292.0
Iy " /f. ‘/‘\ M/‘L\
18.50
5000 ITI/Z 289.90 65.50%
74.0 110.0 150.0 184.0

0,
m/z--> 40 60 80 100120140160180200220240260280300 /L /\ ﬁ/\
Abundance #185857: 1,1'-Biphenyl, 3,3',5,5'-tetrachloro- T AN
292.0 18.50

m/z 293.90  39.63%

5000

74.0 110.0 150.0 184.0

oy

m/z--> 40 60 80 100120140160180200220240260280300 18.50

8270-BGR40822.M Tue Apr 12 14:31:41 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 9 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.657 5.98 ng 156068  Phenanthrene-di10 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Octacosane 394 (C28H58 000630-02-4 83
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 80
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72

Abundance Scan 2599 (18.657 min): BG053108.D\data.ms (-2595) (-  m/z 57.15 100.00%

57.1
5000
o2 —— —
18.50 19.00
155.1  220.2
ol ddi] g, 1551 2202 2898 m/z 43.15  70.60%
mlz--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
5000 —r ——
18.50 19.00
m/z 71.15 60.26%
O T \“\ \‘ ‘“ H‘ \H\““ \“ \1\4\1‘0\1\8\3\??2\6\9‘ L ‘ T T ‘ T T
m/z--> 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—— —
18.50 19.00
5000 ITI/Z 85.15 51.32%
9.0
ol L) h‘ | | 141.0183.0225.0 281.0 337.0 394.
L T o M I e s
m/z--> 50 100 150 200 250 300 350
Abundance #45512: Decane, 3,8-dimethyl- — —
57.0 18.50 19.00
m/z 41.15 33.07%
5000 M
‘ 9.0 141.0
m/z--> 50 100 150 200 250 300 350 18.50 19.00

8270-BGR40822.M Tue Apr 12 14:31:42 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 Tetradecane, 2,6,10-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
19.115 5.27 ng 137728  Phenanthrene-di10 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Heptacosane 380 C27H56 000593-49-7 80
5 Hexacosane 366 C26H54 000630-01-3 72

Abundance Scan 2677 (19.115 min): BG053108.D\data.ms (-2673) (- m/z 57.15 100.00%

57.1
5000
1900 1950
141.3 178.9 239.3 : :
— “ L HH T 320002393 290y 7115 65.82%
miz--> 50 100 150 200 250
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
5000 — e
19.00 19.50
m/z 43.15 57.96%
1130 155.0
O T T T \“ “‘ hh‘ “‘ ‘h f T ‘\ T “\ T \“ T ‘ f22\5\.0\ ‘ T T T T
miz--> 50 100 150 200 250
Abundance #158610: Octadecane, 2-methyl-
43.0
—r —
19.00 19.50
5000 ITI/Z 85.15 40.86%
85.0
ob LUl 0 s 280 peg
miz--> 50 100 150 200 250
Abundance #123958: Heptadecane T —
57.0 19.00 19.50
m/z 55.15 25.24%
5000 WWJ\MW
99.0
270, | | 77 110 1m0 200
oHH_uwHuwm”_”:_‘” e —r—
miz--> 50 100 150 200 250 19.00 19.50

8270-BGR40822.M Tue Apr 12 14:31:42 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 11 Heptadecane, 2,6,10,15-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.285 11.79 ng 307832  Phenanthrene-d10 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 91
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
4 Pentadecane 212 C15H32 000629-62-9 83
5 Heneicosane 296 C21H44 000629-94-7 74

Abundance Scan 2706 (19.285 min): BG053108.D\data.ms (-2702) (-  m/z 57.15 100.00%
57.1

a

5000
‘ 992 1412 1832 19.00 19.50
ol u“ bl g STE J892 2253 2671 805« n.u 43,15 69.67%
miz--> 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000

T T
19.00 19.50
m/z 71.15 56.85%

o

0 ‘\ b 141.0 1830 2300 2960
\\‘\ T

‘\
\ T \ \ ‘ T T \ T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #107222: Tridecane, 6-propyl-
43.0
— —
19.00 19.50
5000 85.0 m/z 85.15 44 .,28%
126.0 1830
ol bbbl T 260
miz--> 50 100 150 200 250 300
Abundance #194595: Eicosane, 10-methyl- —— —
57.0 19.00 19.50
m/z 41.15 34.79%
5000
‘ 99.0 0
ol d bl ST ae0 200 zmio
m/z--> 50 100 150 200 250 300 19.00 19.50

8270-BGR40822.M Tue Apr 12 14:31:43 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 12 Carbonic acid, prop-1l-en-2-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

19.332 2.10 ng 54955  Phenanthrene-d10 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 53
2 2-Nonadecanone 282 C19H380 000629-66-3 50
3 2-Heptanone, 4-methyl- 128 C8H160 006137-06-0 47
4 2-Heptadecanone 254 C17H340 002922-51-2 47
5 Eicosane 282 C20H42 000112-95-8 38

Abundance Scan 2714 (19.332 min): BG053108.D\data.ms (-2712) (-  m/z 43.15 100.00%

43.1
5000
— —
‘ 12f2 193.3 2813 516.! 19.00 19.50
bbbl oy i 55 S18 s 57.15 70.36%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0

:

5000
19.00 19.50
m/z 58.15 65.29%
0 J\ ,)Fﬁoleso 241.0
‘\\1\‘ T f\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176349: 2-Nonadecanone
58.0
— ——
19.00 19.50
5000 m/z 71.15 52.83%

0 [ I\ Jh’ ‘inlwhz?.O 222.0 282.0
T

8

\\\‘\\\\’\\\\‘\\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14352: 2-Heptanone, 4-methyl-
43.0 19.00 19.50
m/z 59.15 42.91%
5000
h I 128.0
o‘J“wtw‘“H“,"H‘““_“““H““‘_““‘H““‘ aas -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50

8270-BGR40822.M Tue Apr 12 14:31:44 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 13 2,2',3,4,6'-Pentachloro-1,1... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.385 9.39 ng 245246  Phenanthrene-di10 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,2',3,4,6'-Pentachloro-1,1"'-bip... 324 C12H5C15 073575-57-2 99
2 1,1'-Biphenyl, 2,2',4,4',6-Penta... 324 C12H5C15 039485-83-1 99
3 1,1'-Biphenyl, 2,2',4,5, 5 -penta... 324 C12H5CI15 037680-73-2 99
4 2,3,3',4,5"' —Pentachloro 1,1'-bip... 324 C12H5C15 070362-41-3 99
51,1 Biphenyl, 2,3',4,4',6-Penta... 324 C12H5C15 056558-17-9 99

Abundance Scan 2723 (19.385 min): BG053108. D\data ms (-2721) (- m/z 253.95 100.00%

258. 325.9
5000
184.1 290.9 A
e rlb Ly
57.1 99.2 1451 : 19.00 19.50
0! m/z 325.90 91.76%
miz--> 50 100 150 200
Abundance #228358: 2,2',3,4,6'- Pentachloro 1 1- b|phen |
326.0
254.0
5000 1
184.0 291.0 19.00 19 50
m/z 256.00 88.35%
O\\‘\\\\‘\\\\ HM \H‘ Hh\ Hu 1
m/z--> 50 100 150 200 250 350
Abundance #228412: 1,1'-Biphenyl, 2,2',4,4' ,6—Pentach|or0—
19. 00 19 50
5000 m/z 323.85  63.03%
74.0 127.0 184-0219.0
0,
miz--> 50 100 150 200 250 300 350
Abundance #228436: 1,1'-Biphenyl, 2,2',4,5,5"-pentachloro- — Ly A
326.0 19.00 19.50
m/z 327.85 61.65%
5000 256.0
127.0 . 291.0
o T Pllase | 7
(1 REE R S PN NS T T .
m/z--> 50 100 150 200 250 300 350 19. 00 19 50

8270-BGR40822.M Tue Apr 12 14:31:45 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 14 Nonadecane, 9-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.503 6.75 ng 176342  Phenanthrene-di10 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 91
2 Octadecane 254 C18H38 000593-45-3 80
3 Eicosane 282 C20H42 000112-95-8 74
4 1-Iodoundecane 282 C11H23I 004282-44-4 72
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 2743 (19.503 min): BG053108.D\data.ms (-2740) (-  m/z 57.15 100.00%

57.1
5000
99.2 T \
19.50
140.2 1832
ob— M‘u S, ‘L Joafis s 22938 2801 ny; 43.15 71.54%
m/z--> 50 100 150 200 250 300
Abundance #176396: Nonadecane, 9-methyl-
57.0
5000 ——
19.50
99.0 140.0 m/z 71.15 62.59%
ol AL Ly | 820 2200 2670
T T T ‘ \ T T T T T T T ‘ T \ T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #141057: Octadecane
57.0
—— |
19.50
5000 ITI/Z 85.15 56.38%
99.0
0%80. | | | | 1410 1630 22102560
m/z--> 50 100 150 200 250 300
Abundance #176384: Eicosane T
57.0 19.50
m/z 41.15 31.01%
5000
99.0
1410 1830 282.0
ooy L L1y [ [ 1880 2250 2820 -
m/z--> 50 100 150 200 250 300 19.50

8270-BGR40822.M Tue Apr 12 14:31:46 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 15 1,1'-Biphenyl, 2,2',4,5,5'-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.667 21.38 ng 553762  Chrysene-d12 21.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,2',4,5,5"'-penta... 324 C12H5CI15 037680-73-2 95
2 1,1'-Biphenyl, 2,3',4,4',6-Penta... 324 C12H5C15 056558-17-9 95
32,3,3',4,5- Pentachloro 1,1'-biph... 324 C12H5C15 070424-69-0 95
4 (2,3,4,5-Tetrachloro-2,4-cyclope... 324 C12H5C15 029887-33-0 95
5 1,1'-Biphenyl, 2,3',4,4',5-penta... 324 C12H5CI15 031508-00-6 95

Abundance Scan 2771 (19.667 min): BG053108. D\data ms (- 2766) (- m/z 253.95 100.00%

5000 184.1 J\
571 1092 2909 Sl J\
‘ 9.2 2191 19.50 20.00
] uuu I \h ‘h i “Hu H\M oy \M\ i H‘\ - ‘ m/z 325.95 95.10%

miz--> 50 100 150 200 250 300
Abundance #228436: 1,1'-Biphenyl, 2,2',4,5,5'-pentachloro-

=

o

326.0 j\/\
5000 J\ ‘ AR
256.0 19.50 20.00
m/z 255.95 89.41%
740 1270 1840, . 291.0
o fe ‘\L‘h‘\ i h ‘\H\‘ oy e “u‘ ‘ ‘H}\.‘ : ‘H“ — ‘N‘ —
miz--> 50 100 150 200 250 300
Abundance #228408: 1,1'-Biphenyl, 2,3',4,4',6-Pentachloro-
326.0
H
19.50 20.00
5000 m/Z 327.85 63.43%
109.0 .
0741.0 74.0 . : .
miz--> 50 100 150 200 250 300 J\
Abundance #228341: 2,3,3',4,5-Pentachloro-1,1'-biphenyl L ‘/‘\ N

326.0 19.50 20.00
m/z 323.85 59.85%

)

m/z--> 50 100 150 200 250 300 19.50 20.00

5000

74.0 127.0 184.0

218.0

S

8270-BGR40822.M Tue Apr 12 14:31:47 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 16 Tridecane, 1-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.861 12.19 ng 315644  Chrysene-d12 21.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 91
3 Octadecane 254 C18H38 000593-45-3 86
4 Tetracosane 338 C24H50 000646-31-1 83
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 83

Abundance Scan 2804 (19.861 min): BG053108.D\data.ms (-2800) (-  m/z 57.15 100.00%

57.1
5000
— ——
‘ ] 99\2 412 1833 2202253.9 20113259 1950 2000
0 “ﬂq‘ “”““ l % e L e m/z 43.15 76.43%
m/z--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — ——
19.50 20.00
m/z 71.15 72.60%
‘ 183.
0\“\“\ ’“‘ ‘M “ “ \‘\%4\10‘\\\‘\‘\\\\‘\\\\3‘1\0.\0\\
m/z--> 50 100 150 200 250 300
Abundance #107222: Tridecane, 6-propyl-
43.0
— ——
19.50 20.00
5000 85.0 m/z 85.15 49.73%
126.0 1830
ol bbby d 4 1 260
m/z--> 50 100 150 200 250 300
Abundance #141057: Octadecane “ ——
57.0 19.50 20.00
m/z 41.15 27.64%
5000 M
99.0
oL L R
m/z--> 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 17 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.166 9.30 ng 240958  Chrysene-di2 21.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 70
2 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 53
3 Hexadecane 226 C1l6H34 000544-76-3 52
4 Heptadecane 240 C17H36 000629-78-7 50
5 Tetracosane 338 C24H50 000646-31-1 50
Abundance Scan 2856 (20.166 min): BG053108.D\data.ms (-2853) (- m/z 57.15 100.00%
57.1
5000 97.2
2000 3050
169.2 : :
Y —N u”‘m‘dlﬁzvlw o 2223 9wz a3.15 87.03%
miz-> 50 100 150 200 250 300
Abundance #59026: Tridecane
57.0
5000 — —
20.00 20.50
m/z 71.15 77 .47%
99.0
01\5-\d‘\ “‘“H\ ‘!‘ \“‘\ ““ L \%4\‘1.‘0\ :\L8\‘4\0‘ L B B B
miz--> 50 100 150 200 250 300
Abundance #59056: Undecane, 4,8-dimethyl-
43.0
— —
20.00 20.50
5000 m/z 97.15 41.18%
85.0
141.0
ol il | wea0
miz--> 50 100 150 200 250 300
Abundance #107217: Hexadecane T —
57.0 20.00 20.50
m/z 55.15 40.91%
5000
o L‘ 111 %99 1410 1830 2260
e T B A A o — ——
m/z--> 50 100 150 200 250 300 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 18 Octadecane, 1-chloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.390 24.63 ng 637821  Chrysene-di2 21.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 72
2 Octacosane 394 C28H58 000630-02-4 62
3 Heptadecane 240 C17H36 000629-78-7 60
4 Eicosane 282 C20H42 000112-95-8 58
5 Docosane, 7-butyl- 366 C26H54 055282-15-0 58

Abundance Scan 2894 (20.390 min): BG053108.D\data.ms (-2889) (- m/z 57.15 100.00%
57.1

5000
o: o
1 289.9 359.9 - :
m— M 2963 23 T LT w/z 43.15 77.00%
mlz--> 50 100 150 200 250 300 350
Abundance #184136: Octadecane, 1-chloro-
57.0
5000 — —
20.00 20.50

m/z 71.15 55.35%
147018902310 288.0

"

O\\\\‘\“ \\\‘T\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 200 250 300 350
Abundance #298427:CXXacosane
57.0
— —
20.00 20.50
5000 m/z 85.15 38.78%
ol ‘m“\J141018302250 281.0 337.0 394.
A A S e e e
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane “ —
57.0 20.00 20.50
m/z 41.15 36.19%
5000
9.0
oLl asonze 200
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 19 1,1'-Biphenyl, 2',3,4,5,5'-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.431 31.58 ng 817956  Chrysene-di12 21.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2',3,4,5,5"'-Penta... 324 C12H5CI15 070424-70-3 98
2 1,1'-Biphenyl, 2, 2 ,4,6,6'-Penta... 324 C12H5C15 056558-16-8 98
3 1,1'-Biphenyl, 2,3, 3 ,4,4'-penta... 324 C12H5C15 032598-14-4 98
4 2,3',4,4',5" Pentachloro 1,1'-bi... 324 C12H5C15 065510-44-3 96
5 2,3,3',4',5-Pentachloro-1,1'-bip... 324 C12H5C15 070424-68-9 96

Abundance Scan 2901 (20.431 min): BG053108.D\data.ms (-2897) (- m/z 325.85 100.00%

325.9
255.9
5000/ 57.1 \/\/\A
184.1 A
2901

%% a1 20 50
W\H , hﬂ‘\ I m“ ook

| ‘ 218.1
LI ' Y- S O ”ﬂ : m/z 323.85 62.86%
miz--> 50 100 150 200 250
Abundance #228410: 1,1'-Biphenyl, 2',3,4,5,5"- Pentachloro- %j\
0
5000 J\
20.50
2540 m/z 327.90  62.50%
0 74'0 . \\12%0‘ . 18\“1.02\1%'0 H‘ 290.0
L ‘ T ‘ —r-rT ‘ T T ‘ T T T T T 1 ‘ L

miz--> 50 100 150 200 250

Abundance #228406: 1,1'-Biphenyl, 2,2',4,6,6'- Pentachloro—

0
20.50
5000 m/z 255.95 51.69%
256.0
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7“‘;0“ “12“ | 219.0 2910
—t ‘ e A aNE ‘ —

miz--> 50 100 150 200 250 300
Abundance #228411: 1,1'-Biphenyl, 2,3,3',4,4'—pentach|or0—

0 20.50
m/z 253.95 50.12%
5000
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o0 B0 000 | g
e e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 20 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.572  20.00 ng 517993 Chrysene-d12 21.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 76
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 64
3 1-Iodoundecane 282 C11H23I 004282-44-4 58
4 1-Iodo-2-methylnonane 268 C10OH21I 1000101-47-9 58
5 Heptadecane 240 C17H36 000629-78-7 55
Abundance Scan 2925 (20.572 min): BG053108.D\data.ms (-2922) (-  m/z 57.15 100.00%
57.1
5000
T
9.2
L[, 1403 2181 2839 3599 20.50
ol by il m/z 71.15 58.55%
mlz--> 50 100 150 200 250 300 350
Abundance #212282: Docosane
57.0
5000 —— :
20.50
9.0 m/z 43.15 56.12%
0 1T \L“‘\ H‘ \‘h‘\ h“ \“‘ \?‘-\4\‘1.‘?\ 1\8\‘3\? \‘ \2??.‘(?\ T \3‘19.\0\ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
T
20.50
5000 m/z 85.15 47 .05%
113.0 155.0
S O DR R S
miz--> 50 100 150 200 250 300 350
Abundance #175097: 1-lodoundecane 7
57.0 20.50
m/z 55.15  28.42%
5000
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041122\
Data File : BG053108.D

Acqg On : 11 Apr 2022 19:31
Operator : CG/JU

Sample : N2349-05

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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|
3-Penten-2-one,... 4.611 73.9 ng 854365 1 8.118 231283 20.0
2-Pentanone, 4-... 5.216 147.3 ng 1763250 1  8.118 231283 20.0
1-Hexanol, 2-et... 8.177 7.4 ng 85940 1 8.118 231283 20.0
2-Cyclohexen-1-... 8.764 2.5 ng 28692 1 8.118 231283 20.0
1,3-Pentanediol... 10.209 3.9 ng 64674 2 10.932 331700 20.0
unknownl7.558 17.558 2.7 ng 70005 4 17.482 522216 20.0
Sulfurous acid,... 17.969 2.7 ng 70119 4 17.482 522216 20.0
2,3',4,5"'-Tetra... 18.551 4.4 ng 114358 4 17.482 522216 20.0
Hexadecane 18.657 6.0 ng 156068 4 17.482 522216 20.0
Tetradecane, 2,... 19.115 5.3 ng 137728 4 17.482 522216 20.0
Heptadecane, 2,... 19.285 11.8 ng 307832 4 17.482 522216 20.0
Carbonic acid, ... 19.332 2.1 ng 54955 4 17.482 522216 20.0
2,2',3,4,6'-Pen... 19.385 9.4 ng 245246 4 17.482 522216 20.0
Nonadecane, 9-m... 19.503 6.8 ng 176342 4 17.482 522216 20.0
1,1'-Biphenyl, ... 19.667 21.4 ng 553762 5 21.776 517993 20.0
Tridecane, 1-iodo- 19.861 12.2 ng 315644 5 21.776 517993 20.0
Tridecane 20.166 9.3 ng 240958 5 21.776 517993 20.0
Octadecane, 1-c... 20.390 24.6 ng 637821 5 21.776 517993 20.0
1,1'-Biphenyl, ... 20.431 31.6 ng 817956 5 21.776 517993 20.0
Docosane 20.572 20.0 ng 517993 5 21.776 517993 20.0
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