LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG051091.D

Acqg On : 17 Nov 2021 14:15
Operator : CG/JU

Sample : M4666-01

Misc :

ALS vial : 7 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-BG111321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO51091.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.674 197 202 210 rBV 9393 14175 1.08% 0.137%
2 5.291 298 307 315 rBV 503551 768038 58.68% 7.439%
3 5.767 380 388 394 rVB 31122 53307 4.07% 0.516%
4 7.377 654 662 670 rBV 156221 283278 21.64% 2.744%
5 8.223 800 806 813 rBV 92763 163210 12.47% 1.581%

6 9.398 998 1006 1016 rBV 195833 356974 27.28%
7 11.e55 1279 1288 1295 rBV 128353 246843 18.86%
8 13.476 1692 1700 1707 rBV 504057 803214 61.37%
9 14.851 1928 1934 1942 rVB 217315 354522 27.09%
10 17.600 2396 2402 2409 rBV 295843 458303 35.02%

PwanNdwW
N
N
O
Y

11 17.853 2441 2445 2448 rBV3 9672 15010 1.15%
12 18.123 2480 2491 2498 rBV2 49638 144699 11.06%
13 18.229 2499 2509 2520 rVB5 35604 142549 10.89%
14 18.446 2542 2546 2552 rVB4 21802 34625 2.65%
15 19.228 2669 2679 2690 rBvV2 132894 454375 34.72%

PAORRO®
w
I
=
B

16 19.357 2690 2701 2709 rBV2 231171 672310 51.37% 6.511%
17 19.463 2710 2719 2732 rVB 602468 1308756 100.00% 12.675%
18 19.604 2736 2743 2749 rBV 45616 97593 7.46%  ©.945%
19 19.768 2766 2771 2779 rVB 72258 131240 10.03% 1.271%
20 20.186 2837 2842 2847 rBV 949473 1222144 93.38% 11.837%

21 20.250 2848 2853 2859 rWw 84581 137755 10.53%
22 21.008 2977 2982 2989 rVB 96368 173104 13.23%
23 21.490 3060 3064 3074 rVB2 57057 104134  7.96%
24 21.819 3115 3120 3127 rVB3 86799 177006 13.52%

AR R RR
o
I
O
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25 21.901 3128 3134 3141 rVB 253559 432728 33.06% 191%
26 22.019 3147 3154 3166 rVB 458971 981863 75.02%  9.509%
27 22.730 3271 3275 3283 rVB 91389 213668 16.33% 2.069%

28 25.315 3708 3715 3723 rVB2 135700 379671 29.01% 3.677%

Sum of corrected areas: 10325094

8270-BG111321.M Thu Nov 18 15:02:00 2021 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51091.D

Acqg On : 17 Nov 2021 14:15
Operator : CG/JU

Sample : M4666-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Ab :
ulrbdoad'bc(v)so TIC: BG051091.D\data.ms

800000

600000
5.291

400000

200000 2377 9.398

11.055

8.223

4.674 5.767
0 T T 17T ‘ T 1 17T ‘ T 1771 ‘ T 1T ‘ T T T ‘ T 1 171 ‘ T 1 T 71 ‘ T 1 11 ‘ T T T T ‘ T T T T ‘ 1T 17T ‘ T 1T T T ‘ T T T 7T ‘ T 1T T 7T ‘ T T 17T ‘ T 1 1771 ‘ T 1T 17T ‘ T T 17T ‘ T T T ‘ T
3

.50 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BG051091.D\data.ms

Time-->
Abundaonc

€
1000000 20186

800000

19.463

600000 22019

13.476

400000

200000 250 21.00821.4&}.8

R R i e e e 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
Abulrbdoad'bc(v)so TIC: BG051091.D\data.ms

800000
600000

400000

25.315

- MJW

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

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51091.D

Acqg On : 17 Nov 2021 14:15
Operator : CG/JU

Sample : M4666-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.291 94.12 ng 768038 1,4-Dichlorobenzene-d4 8.223

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 307 (5.291 min): BG051091.D\data.ms (-298) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R AREEEEEE T
5.00 5.20 5.40 5.60
| ‘\ \‘ 83.0 9
o m/z 59.00 57.39%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L L BN L
5.00 5.20 5.40 5.60
101.0 m/z 101.00 20.41%
270 ‘ 83.0
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
e EAREEEEE T
5.00 5.20 5.40 5.60
5000 m/z 58.00 14.77%
101.0
o130 . 600 840
e
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e RARREEEEEE T,
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.16%
5000 41.0
0 \H\‘ \‘ if 12\6'0 142.0
1 R BSRARREEEEEE e
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51091.D

Acqg On : 17 Nov 2021 14:15
Operator : CG/JU

Sample : M4666-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Diisooctyl adipate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.123 6.31 ng 144699  Phenanthrene-di10 17.600
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisooctyl adipate 370 C22H4204 001330-86-5 80
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 80
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 72
4 Adipic acid, 2-pentyl octyl ester 328 C19H3604 1010324-16-2 47
5 Adipic acid, isohexyl trans-2-me... 326 C19H3404 1000324-74-8 43

Abundance Scan 2491 (18.123 min): BG051091.D\data.ms (-2480) (-  m/z 129.00 100.00%

120.0
57.1
5000
e
1850 241.2 : :
0 ‘“quwMMﬂmewwy"u“u“J‘u“‘,““““ m/z 57.10 52.88%
miz—> 0 50 100 150 200 250 300 350
Abundance #279233: Diisooctyl adipate
129.0
57.0
5000 —— —
18.00 18.50
m/z 70.85 41.34%
241.0
ols0 [ ALl i) |l 1990 | | 3130 370¢
\\\\‘f\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\

miz—> 0 50 100 150 200 250 300 350

Abundance  #279380: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0

-

— —
18.00 18.50
5000 57.0 m/z 71.05 34.88%

L o
¢‘Lw‘uﬂyﬂﬂ‘ 1990 | | 3130 370

-

0l MR -t T S~ SR L
miz—> 0 50 100 150 200 250 300 350

Abundance #279246: Hexanedioic acid, dioctyl ester : : ——

129.0 18.00 18.50
m/z 55.00 32.69%

57.0
5000
241.0
0 Lm0 S
m/z--> 0 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51091.D

Acqg On : 17 Nov 2021 14:15
Operator : CG/JU

Sample : M4666-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.229 6.22 ng 142549  Phenanthrene-di10 17.600
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 62
2 Tetradecanamide 227 C14H29NO 000638-58-4 41
3 Butyldimethylsilane 116 C6H16Si 1000434-38-3 30
4 Tridecane 184 C13H28 000629-50-5 25
5 Undecane 156 C11H24 001120-21-4 25

Abundance Scan 2509 (18.229 min): BG051091.D\data.ms (-2499) (-  m/z 43.10 100.00%
3.1

72.0

5000

a

T 7
18.00 18.50

2271

25.0 154.0 185.1

0! m/z 59.00 96.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123958: Heptadecane
57.0
5000 85.0 R T
18.00 18.50
0.0 m/z 57.00 83.86%
0 w‘. | Hw [ \\‘1130\14\1'0 169.0 197.0 249'0
H\‘HH‘HH\‘H}\‘\‘H\‘HH‘\‘\Hi\H‘\‘H‘\\“HH’\H\‘HH‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #108044: Tetradecanamide
59.0
—— —
18.00 18.50
5000 m/z 72.00 49.41%
29.0 ‘ 97.0 128.0 184.0 227.0
i e B ™~ i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9420: Butyldimethylsilane
59.0 18.00 18.50
m/z 71.05 49.28%
5000
87.0
31.0 ‘ 114.0
0‘H‘whwwuwudwh‘ﬁuﬂM‘HW‘HW‘H‘_H‘MH‘_‘HM‘ e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51091.D

Acqg On : 17 Nov 2021 14:15
Operator : CG/JU

Sample : M4666-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Morpholine, 4-phenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.228 19.83 ng 454375  Phenanthrene-d10 17.600
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
2 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 56
3 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 42
4 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 38
5 Phenylglyoxylic acid, 2-methylpr... 206 C12H1403 1000453-47-2 38

Abundance Scan 2679 (19.228 min): BG051091.D\data.ms (-2669) (-  m/z 105.00 100.00%

105.0
5000 163.0
77.0
— .
a 193.1 19.00 19.50
Ol it 1330, 1931 2810 /7 163.00  41.40%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0
5000
77.0 19.00 19.50
m/z 77.00 31.73%
O’\i\\“.\o\“\‘\“\‘HN‘H‘H"\H“]—\\g\\-‘o\\\\‘\\H‘HH‘\\H‘HH‘\\H‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38609: Benzamide, N-propyl-
105.0
— -
19.00 19.50
5000 m/z 106.00  8.52%
77.0
163.0
0 417\ L I -TL3ﬁ’O I
Pt e e el b e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate b =4
105.0 19.00 19.50
m/z 51.00 6.60%
163.0
5000
77.0
O Ll 850 | 2070 SNNVAVAVAW:
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51091.D

Acqg On : 17 Nov 2021 14:15
Operator : CG/JU

Sample : M4666-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 unknownl9.357

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.357 29.34 ng 672310  Phenanthrene-di10 17.600
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 53
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 50
3 Glyoxylamide, N-phenyl- 163 C9HONO2 032331-52-5 43
4 1-Butoxypropan-2-yl benzoate 236 C14H2003 1000367-09-2 38

5 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302

Abundance Scan 2701 (19.357 min): BG051091.D\data.ms (-2690) (-

002845-82-1 35

m/z 105.00 100.00%

105.0
163.1
5000
57.1 — ’ 1900 1950
Ot b 220 2810 17 163.10 61.09%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38614: Morpholine, 4-phenyl-
105.0
163.0 A
5000
1900 1950
m/z 76.95 35.73%
51.0
ols0 I | | 1340 |
\H‘HH‘HH’HH’HH‘\H‘H\\‘H\\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0 1900 1950
oh X0 |0 | 2070
T AT T T T T e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39043: Glyoxylamide, N-phenyl-
120.0 0 1900 1950
m/z 43.05 9.42%
5000 43.0 77.0 Mwwwwwﬂwwj\ﬂwawﬁAw
Ol b e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 1900 1950

8270-BG111321.M Thu Nov 18 15:02:05 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51091.D

Acqg On : 17 Nov 2021 14:15
Operator : CG/JU

Sample : M4666-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Diethylene glycol dibenzoate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.463 57.11 ng 1308760  Phenanthrene-d10 17.600
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 64
3 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
4 Ethanol, 2-(4-phenoxyphenoxy)-, ... 334 C21H1804 055191-59-8 64
5 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 43

Abundance Scan 2719 (19.463 min): BG051091.D\data.ms (-2710) (- m/z 105.00 100.00%
1

05.0
149.0
5000
4
51.0 19.50
ol bt L 11790 2250 2820 ./, 149 00  73.40%
miz--> 50 100 150 200 250
Abundance #216951: Diethylene glycol dibenzoate
105.0 1490
5000 T I T \M
19.50
m/z 77.00 47.36%
51.0
0150 I | 179.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #182445: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
4
19.50
5000 ITI/Z 50.95 11.16%
51.0
ol L h 2120 2874
miz--> 50 100 150 200 250
Abundance #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl- P
149.0 19.50
105.0 m/z 106.60  7.81%
5000
45.0
oblf oy i\ AW,
miz--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51091.D

Acqg On : 17 Nov 2021 14:15

Operator : CG/JU

Sample : M4666-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Oxybis(propane-1,2-diyl) di... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
19.604 4.26 ng 97593  Phenanthrene-d1e 17.600
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 83

2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
3 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 53
4 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 14

5 5-Formyl-2-methoxyphenyl benzoate 256 C15H1204 1000411-55-4 14

Abundance Scan 2743 (19.604 min): BG051091.D\data.ms (-2736) (- m/z 105.00 100.00%

105.0
163.1
5000
77.0
—
19 50 20.00
43. 207.0
Ot 330 L 20D 28LC /7 163.05  78.70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0 A
5000
19 50 20 00
77.0 m/z 77.00 36.69%
0 4]Tq ‘ | 1350 | 2070
’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #38616: Morpholine, 4-phenyl-
105.0
—
163.0 19 50 20.00
5000 ITI/Z 164.10 8.84%
77.0
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #39043: Glyoxylamide, N-phenyl- e A
120.0 163.0 19.50 20.00
m/z 106.00 8.12%
5000/ 43.0 77.0 A/\/\\/\
| il |
0 [ ‘ \

m/z--> 20 40 60 80 100120140160180200220240260280 19. 50 20 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51091.D

Acqg On : 17 Nov 2021 14:15
Operator : CG/JU

Sample : M4666-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9

R.T. EstConc Area Relative to ISTD R.T.
20.250 6.37 ng 137755  Chrysene-di12 21.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 83
3 Tetracosane 338 C24H50 000646-31-1 83
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 80
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80

Abundance Scan 2853 (20.250 min): BG051091.D\data.ms (-2848) (-

m/z 57.05 100.00%

57.0 ' '
5000
99.1 — —
20.00 20.50
- ‘L ‘w“‘ I ““ pAitdareattl 2532 L 4305 71.52%
m/z--> 50 100 150 200 250 300
Abundance #107216: Hexadecane
57.0
5000 — ——
20.00 20.50
m/z 71.10 70.32%
99.0
Ol\- \# \“ “‘\ ‘1‘ “ “‘ \“\%4\‘]_‘0‘\ ]\_8\3\0‘ \2?6\(\)‘ T T T ‘ T T T
m/z--> 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo-
57.0
— —
20.00 20.50
5000 m/z 85.05 53.41%
| 99.0 1550 197.0
L0 o R —
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T —
57.0 20.00 20.50
m/z 55.05 25.68%
99.0
oL L 1) 1410 1830 2250 267.0 38
el A L A R e e e R —— —
m/z--> 50 100 150 200 250 300 20.00 20.50

8270-BG111321.M Thu Nov 18 15:02:08 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51091.D

Acqg On : 17 Nov 2021 14:15
Operator : CG/JU

Sample : M4666-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Tetracosane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.008 8.00 ng 173104  Chrysene-di12 21.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Heneicosane 296 C21H44 000629-94-7 86
3 Decane, 1-iodo- 268 C1leH21I 002050-77-3 83
4 Heptacosane 380 C27H56 000593-49-7 81
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80

Abundance Scan 2982 (21.008 min): BG051091.D\data.ms (-2977) (-
57.0

5000
0 \‘\ uh\ h\ H h‘ ?-41 O 196 1 253.3 355.
el ! R e R i
m/z--> 50 100 150 200 250 300 350

Abundance #246481: Tetracosane
57.0
5000
9.0

ol Ll i) 141018302250267.0 3380
\\\\‘\\\\[\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350

m/z 57.05 100.00%

-

21.00
m/z 71.10 75.91%

%

21.00
m/z 43.05 73.61%

%

Abundance #194588: Heneicosane
57.0
21.00
5000 ITI/Z 85.05 53.38%
9.0
0 15-4 | H \“\ h‘ u‘ 141 0 183 0225.0 296.0
i e e St
m/z--> 50 100 150 200 250 300 350
Abundance #157263: Decane, 1-iodo- T
43.0 21.00
m/z 55.10 24.93%
- i mewwwwwjkamwwwﬂﬁ
‘ 141.0
oAy ] ,1830 2680 —
m/z--> 50 100 150 200 250 300 350 21.00

8270-BG111321.M Thu Nov 18 15:02:08 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51091.D

Acqg On : 17 Nov 2021 14:15
Operator : CG/JU

Sample : M4666-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 1-Tricosene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.490 4.81 ng 104134  Chrysene-di12 21.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 90
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 87
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87
4 1-Tetracosene 336 C24H48 010192-32-2 87
5 Cyclotridecane 182 C13H26 000295-02-3 83

Abundance Scan 3064 (21.490 min): BG051091.D\data.ms (-3060) (-  m/z 43.00 100.00%
43.0
83.1

5000

3

—
341 21.50

m/z 83.10 83.79%

251

180.0 245.0281.1

o

miz--> 50 100 150 200 250 300

Abundance #227233: 1-Tricosene
57.0

-

97.0

5000 T

21.50
m/z 57.10  81.54%

39.0 322.0
0 \“‘\ ““‘ T ‘1“ \jl‘:\ ‘H‘ ‘“ T :‘!\_8\“2\0“ \22\4\0\ T \2\8(\)\0‘ T
m/z--> 50 100 150 200 250 300
Abundance #248981: 1-Heneicosyl formate
57.0
97.0 LN
21.50
5000 ITI/Z 55.00 77 .32%
39.0 294.0
oo LLLLLLES2 smz0 20 2900 o
m/z--> 50 100 150 200 250 300
Abundance #275003: Dichloroacetic acid, heptadecyl ester P
57.0 21.50
97.0 m/z 69.10 72.67%
- /\MMV\—J
39.0
0 ‘u“ WM | 1% L1800 2339 2050 .
m/z--> 50 100 150 200 250 300 21.50

8270-BG111321.M Thu Nov 18 15:02:09 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51091.D

Acqg On : 17 Nov 2021 14:15
Operator : CG/JU

Sample : M4666-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetratetracontane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.819 8.18 ng 177006  Chrysene-d12 21.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 90

Abundance Scan 3120 (21.819 min): BG051091.D\data.ms (-3115) (-
57.0

5000

[[}27:1 2392 3410
A LA L A A A LA A AN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane
57.0
5000
o /| 1 || £77:0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\f\‘\\\\‘\\\V]T\\T[\\T\‘Tr\}}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #176384: Eicosane
57.0
5000
T 1570 226
0“m‘_‘H‘H“_‘H)H‘W‘H‘_‘H“H‘_‘H‘H‘W‘H‘_‘H‘H‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

m/z 57.00 100.00%

:

21.50 22.00
m/z 71.10 76.06%

:

21.50 22.00
m/z 43.00 61.40%

-

— —
21.50 22.00
m/z 85.05 49.41%

s

Abundance #298427: Octacosane
57.0 21.50 22.00
m/z 41.00 26.68%
h WVNANMAfAJ\AJ\MMAN
ol Ul || 127.0197.0 281.0  394.0
_‘H‘H‘WH‘W‘H"‘H_‘H‘H‘W‘HW‘H‘_‘H‘HH‘H‘W‘H — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

8270-BG111321.M Thu Nov 18 15:02:10 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51091.D

Acqg On : 17 Nov 2021 14:15
Operator : CG/JU

Sample : M4666-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Supraene

R.T. EstConc Area Relative to ISTD R.T.
22.019 45.38 ng 981863  Chrysene-di12 21.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 91
3 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72

5 Furan, 3-(4,8-dimethyl-3,7-nonad... 218 C15H220
Abundance Scan 3154 (22.019 min): BG051091.D\data.ms (-3147) (-
69.0

5000

7.1
v ‘M ) h d\ . 189.1231.2273.1 3413

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

o

Abundance #308259: Supraene
69.0
5000
137.0
0PZO il gy |, 191.0 273.0 3410  410.
\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

Concentration Rank 3

023262-34-2 64

m/z 69.05 100.00%

;

22.00
m/z 81.10  48.20%

%

22.00
m/z 41.10 23.64%

%

Abundance #308258: Squalene
69.0
22.00
5000 m/z 95.05 12.20%
121.0
0270y kil ] 11750 23102730 3410 4104
““‘ ! e e
miz--> 50 100 150 200 250 300 350 400
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra —— ‘
69.0 22.00
m/z 68.10 12.04%
5000
137.0
07, ‘H h ||, 1920 2470 3160
N TN PR el W
m/z--> 50 100 150 200 250 300 350 400 22.00

8270-BG111321.M Thu Nov 18 15:02:11 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51091.D

Acqg On : 17 Nov 2021 14:15
Operator : CG/JU

Sample : M4666-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.730 9.88 ng 213668  Chrysene-di2 21.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetratetracontane 619 C44H99 007098-22-8 91
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 3275 (22.730 min): BG051091.D\data.ms (-3271) (-
57.1

5000

0 “\ h\ ‘h H ‘\]\\T 1(‘)\18\\70 237128113251
T L L L L R L

m/z--> 50 100 150 200 250 300 350

Abundance #194590: Heneicosane
57.0
5000
‘ 9.0
Ol\ \d\ \ ‘ “‘ \h‘\h“ \“‘ \]T\ “ “\%8\3\(‘)2\2\5\\0‘ T \?9\6‘(\)\ T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000
0 L\ H\ A \‘ u‘ \ | 01830 239.0 296.0
i A A

miz-> 50 100 150 200 250 300 350

m/z 57.10 100.00%

=

T
22.50 23.00

m/z 71.10 85.73%

%

T
22.50 23.00

m/z 43.10 81.33%

%

— —
22.50 23.00
m/z 85.10 50.30%

%

Abundance #307033: Octacosane, 2-methyl-
57.0 22.50 23.00
m/z 55.00 30.55%
5000
ol ‘L “\\ H | 141:0183.0226.0267.0300.0_ 3550
il ““““ T T P e
m/z--> 50 100 150 200 250 300 350 22.50 23.00

8270-BG111321.M Thu Nov 18 15:02:11 2021
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG051091.D

Acqg On : 17 Nov 2021 14:15
Operator : CG/JU

Sample : M4666-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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-... 5.291 94.1 ng 768038 1  8.223 163210 20.0
Diisooctyl adipate 18.123 6.3 ng 144699 4 17.600 458303 20.0
Heptadecane 18.229 6.2 ng 142549 4 17.600 458303 20.0
Morpholine, 4-p... 19.228 19.8 ng 454375 4 17.600 458303 20.0
unknown19.357 19.357 29.3 ng 672310 4 17.600 458303 20.0
Diethylene glyc... 19.463 57.1 ng 1308760 4 17.600 458303 20.0
Oxybis(propane-... 19.604 4.3 ng 97593 4 17.600 458303 20.0
Hexadecane 20.250 6.4 ng 137755 5 21.901 432728 20.0
Tetracosane 21.008 8.0 ng 173104 5 21.901 432728 20.0
1-Tricosene 21.490 4.8 ng 104134 5 21.901 432728 20.0
Tetratetracontane 21.819 8.2 ng 177006 5 21.901 432728 20.0
Supraene 22.019 45.4 ng 981863 5 21.901 432728 20.0
Heneicosane 22.730 9.9 ng 213668 5 21.901 432728 20.0

8270-BG111321.M Thu Nov 18 15:02:11 2021
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