LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc :

ALS vial : 6 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_ P\Methods\8270E-BP112521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@0@8278.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.376 399 405 422 rVB 763187 1119783 17.85% 3.414%
2 6.964 665 676 690 rBvV 387234 680206 10.84% 2.074%
3 7.775 806 814 822 rBV 258033 402827 6.42% 1.228%
4 8.940 1004 1012 1031 rVB 942467 1584058 25.25%  4.829%
5 10.569 1281 1289 1296 rBV 305017 503472 8.03% 1.535%
6 12.263 1571 1577 1591 rBV2 30504 77582 1.24% 0.237%
7 13.046 1703 1710 1720 rBV 2324225 3265898 52.06% 9.957%
8 14.428 1938 1945 1951 rBV 455707 675925 10.78% 2.061%
9 15.257 2079 2086 2095 rBV 159713 280484 4.47% 0.855%
10 15.816 2173 2181 2190 rVB3 88041 171692 2.74% 0.523%
11 15.928 2193 2200 2210 rBV 1779842 2615489 41.70% 7.974%
12 17.192 2409 2415 2420 rBV 558365 802042 12.79% 2.445%
13 17.316 2430 2436 2444 rVB6 61963 102940 1.64% 0.314%
14 17.610 2481 2486 2493 rVB 60860 97115 1.55% 0.296%
15 18.098 2563 2569 2573 rBV 389520 554521 8.84% 1.691%

16 18.157 2573 2579 2596 rVB3 274075 806845 12.86%
17 18.322 2597 2607 2617 rVV 259573 826348 13.17%
18 18.434 2617 2626 2635 rVB 501436 1528576 24.37%

oo h~LNMN
o))
o))
(]
R

19 18.610 2650 2656 2668 rVB2 63534 162886 2.60% 497%
20 18.810 2685 2690 2700 rVB2 49305 114809 1.83% 350%
21 19.216 2755 2759 2771 rVB 130162 205448 3.28% 0.626%
22 19.333 2775 2779 2783 rVV 210580 296567 4.73%  0.904%
23 19.375 2783 2786 2798 rVB 133550 260699 4.16% 0.795%
24 19.569 2815 2819 2827 rVB 117086 170332 2.72% ©.519%
25 19.769 2847 2853 2860 rBV 5270059 6272877 100.00% 19.125%
26 20.216 2923 2929 2938 rVB 167108 349211 5.57% 1.065%
27 20.445 2964 2968 2976 rBV 358601 451927 7.20% 1.378%
28 20.516 2976 2980 2984 rBV 288461 336218 5.36% 1.025%
29 20.610 2991 2996 3003 rVB2 65530 121582 1.94% 0.371%
30 20.928 3046 3050 3054 rBV 270256 368866 5.88% 1.125%
31 20.975 3054 3058 3062 rvV 155219 254280 4.05% ©.775%
32 21.022 3062 3066 3072 rVV2 334108 530093 8.45% 1.616%
33 21.080 3072 3076 3083 rVB 350486 471098 7.51% 1.436%
34 21.216 3095 3099 3105 rBV 473507 556381 8.87% 1.696%
35 21.298 3107 3113 3117 rVV2 1063643 1743020 27.79% 5.314%

36 21.339 3117 31206 3129 rVB 423203 592439 9.44% 1.806%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 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_ P\Methods\8270E-BP112521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 21.422 3130 3134 3137 rBV 90807 116953 1.86% 0.357%
38 21.575 3155 3160 3165 rBV 298168 416292 6.64% 1.269%
39 22.133 3252 3255 3262 rVB 151434 198062 3.16%  0.604%
40 22.227 3266 3271 3275 rVWV 164086 375153 5.98% 1.144%
41 22.274 3276 3279 3286 rVB 241386 410773  6.55% 1.252%
42 22.404 3299 3301 3307 rVB2 107151 145511 2.32% 0.444%
43 22.963 3392 3396 3401 rBV2 139429 240970 3.84% 0.735%
44 23.051 3408 3411 3419 rVB 183616 329439 5.25% 1.004%
45 23.698 3514 3521 3528 rVB2 596888 1212388 19.33% 3.696%

Sum of corrected areas: 32800077
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 08 Dec 2021 13:53
: CG/JU
: M4919-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
BP008278.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BP008278.D\data.ms

8.940

5.370
6.964 7.775 10.569

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BP008278.D\data.ms
19.769

13.046
15.928

14.428

12.263 15.257 15.8

Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

0

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP008278.D\data.ms

Time--> 20.50 21.00 2150 22.00 22.50 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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-Butenoic acid, 2-propenyl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

12.263  3.e8ng 77582  Naphthalene-ds 16.569

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Butenoic acid, 2-propenylidene... 210 C11H1404
2 2,4-Dinitrophenyl crotonate 252 C10H8N206
3 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402
4 3-Methyl-3-(3-hydroxy-3-methylbu... 190 C10H2203
5 Ethyl cyclopropanecarboxylate 114 C6H1002

Abundance Scan 1577 (12.263 min): BP008278.D\data.ms (-1571) (-
69.0

5000

‘”H‘ |H 153.9 244.8304.3365.8428.9  536.5

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester

o

69.0
5000
()h‘“l \‘\‘\]\-ﬁ\‘]-‘.\o\\2\1‘-\0\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #137360: 2,4-Dinitrophenyl crotonate
69.0
5000
| 184.0 252.0
o] S N ISR S o

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

Abundance #32254: Cyclopropanecarboxylic acid, 3-methylbut-2-eny
69.0

5000

154.0

055030-70-1 53
069817-88-5 47
1000299-37-4 40
1000432-16-8 39
004606-07-9 38

m/z 69.00 100.00%

-

e ]
12.00 12.50
m/z 41.00 26.02%

o

— —
12.00 12.50
m/z 39.00 19.92%

-

— —
12.00 12.50
m/z 86.95 17.92%

-

T -
12.00 12.50
m/z 103.00  13.96%

o_mul“‘ O
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 unknownl5.816 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.816 4.28 ng 171692  Phenanthrene-die 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, 2-(2- chlorophenox 300 C14H17C105 1000381-53-1 37
2 3-Trifluoromethylbenzoic acid, 2. 246 C12H13F302 1000282-68-1 35
3 2-Trifluoromethylbenzoic acid, 2. 246 C12H13F302 1010282-64-3 25
4 2-Trifluoromethylbenzoic acid, 4. 274 C14H17F302 1000282-28-8 25
5 2,6-Difluoro-3-methylbenzoic aci. 368 C22H34F202 1010338-85-1 17

Abundance Scan 2181 (15.816 min): BP008278.D\data.ms (-2173) (- m/z 173.05 100.00%

55.0 178.1
5000
— ot
M ‘ 15.50 16.00
ok M 1 - “ | 2666 3408 41514816 549,  m/z s55.00 84.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #198882: Succinic acid, 2-(2-chlorophenoxy)ethyl ethyl e:
173.0
5000 99.0 T T T I T
15.50 16.00
m/z 99.00 42.37%
9.0, ‘\ L 255.0
O \W\‘\\l\\“\‘\‘I\\“\\\\‘\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #130161: 3-Trifluoromethylbenzoic acid, 2-butyl ester
173.0
e e
15.50 16.00
5000 m/z 84.0  28.37%
56.0
0 1\“hl1&0 | 246.0
A e A e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #130160: 2-Trifluoromethylbenzoic acid, 2-butyl ester P ——
173.0 15.50 16.00
m/z 56.00 24.89%
5000
56.0
oJ‘h’| — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\

Data Path :

Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
: 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 3

unknownl7.316

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
17.316 2.57 ng 102940  Phenanthrene-di10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzenamine, 2,4,6-tribromo-

2 3-Hydroxy-2',4',6'-trichlorobiph... 344 C15H15C130Si
3 4-Hydroxy-2',4',6'-trichlorobiph... 344 C15H15C130Si
4 4-Hydroxy-2,2',5'-trichlorobiphe... 344 C15H15C130Si
5 Trimethylsilyl 3-chloro-5-methox... 346 C14H23C104Si2

327 C6H4Br3N

Abundance Scan 2436 (17.316 min): BP008278.D\data.ms (-2430) (-

m/z-->

5000

o

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

O

Abundance

m/z-->

5000

0

000147-82-0 46
1000447-69-8 45
1000447-71-9 41
1000447-70-4 38
1000385-75-2 30

m/z 328.70 100.00%

328.7
620" 1409
249.7 — T
‘ \ ‘ 387.8 17.00 17.50
S U IO (W R P L u d bk 4658 5490 . 335 80 92.93%
0 50 100 150 200 250 300 350 400 450 500 550
#233314: Benzenamine, 2,4,6-tribromo-
329.0
T ——
17.00 17.50
90.0 170.0 250.0 ITI/Z 61.95 59.47%
W’I\‘}\HJ“{\!'I\V“»Jm‘ \‘\\\\‘\\\\‘\\\\‘\\\\‘\
0 50 100 150 200 250 300 350 400 450 500 550
#252665: 3-Hydroxy-2',4',6'-trichlorobiphenyl, trimethylsily
329.0
93.0 P sty
17.00 17.50
m/z 300.65 57.31%
“ 173.0
ECT TN UURTHIOU <N W | S
0 50 100 150 200 250 300 350 400 450 500 550
#252666: 4-Hydroxy-2',4',6'-trichlorobiphenyl, trimethylsily - L
329.0 17.00 17.50
m/z 302.65 54.27%
‘ 165.0
0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50

8270E-BP112521.M Mon Dec 13 19:12:04 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 n-Hexadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.098 13.83 ng 554521  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 78

Abundance Scan 2569 (18.098 min): BP008278.D\data.ms (-2563) (-

3

5000
213.1
ol UHN \E,F H 12811 354.9412.9475.1535.7
Baany RARERE ‘W“H T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
” 213.0
O‘\\\J" l‘"\“\“}\l[\\!!\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
5000
185.0

W ‘IJ L

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

Abundance #92068: Tridecanoic acid
73.0

o
—
o

*e

5000

214.0

m/z 73.00 100.00%

18.00 18.50
m/z 60.00 87.01%

—
18.00 18.50
m/z 43.10 85.65%

18.00 18.50
m/z 57.05 76.99%

18.00 18.50
m/z 55.00 73.11%

O\M‘M\FP“q

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

8270E-BP112521.M Mon Dec 13 19:12:05 2021
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 5 Oxybis(propane-1,2-diyl) di... Conce
R.T. EstConc Area Relative to IS

18322 20.61ng 826348  Phenanthrene-d10

Hit# of 5 Tentative ID MW MolForm

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

2 Morpholine, 4-phenyl- 163 C10H13NO

3 Glyoxylamide, N-phenyl- 163 C9HINO2

4 Benzoic acid, 2-benzyloxy-3-brom... 348 C17H17Bro03
5 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203

Abundance Scan 2607 (18.322 min): BP008278.D\data.ms (-2597) (-

arch Compound Report

-BP112521.M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 2

L) R.T.

""""" 17.192
CASH# Qual

000094-03-1 91
000092-53-5 72
032331-52-5 47
1000191-33-3 42
058690-81-6 40

m/z 105.00 100.00%

105.0
163.1
5000
— e
43 18.00 18.50
oL L |, 262932693889450.7 5184 /. 163.05 65.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 — —
18.00 18.50
m/z 77.00 34.05%
0 4L | 220.0
\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38611: Morpholine, 4-phenyl-
105.0
— e
163.0 18.00 18.50
5000 m/z 106.00  7.40%
0 39?*‘*““““‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39043: Glyoxylamide, N-phenyl- — —
163.0 18.00 18.50
m/z 51.00 7.13%
] ﬁﬂ/L
0 L\JL4' — T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP112521.M Mon Dec 13 19:12:06 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.433 38.12 ng 1528580  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 83
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 80
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 78
4 N-[(2-Phenyl-1,3-dioxolan-2-yl)m... 193 C1@H11NO3 1000411-48-9 78
5 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74

Abundance Scan 2626 (18.434 min): BP008278.D\data.ms (-2617) (- m/z 105.00 100.00%
105.0

5000

-

—=
420 67.0 18.50

ol 420 | H6TO 28103422 415047305340 ./, 149.00 73.79%

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

Abundance #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-

140.0

-

5000 T
77.0 18.50
m/z 77.00 45.02%
0‘\\%1‘4\‘\%4[\!\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216951: Diethylene glycol dibenzoate
105.0
—=
18.50
5000 m/z 51.00 10.69%
ol 420, 179.0
e R T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0

—
18.50

m/z 105.95 7.91%

5000

~
~
o

239.0
0 S e e e e e =

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 7 Glyoxylamide, N-phenyl-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
1s.610  4.06 ng 162886 Phenanthrene-dio 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glyoxylamide, N-phenyl- 163 Comono2 032331-52-5 59

2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205
3 3,5-Dimethylphenyl isothiocyanate 163 C9H9NS

4 Benzoic acid, 2-benzoyl-, methyl... 240 C15H1203
5 Acetic acid, (3-methyl-2-nitroph... 209 C10H11NO4

Abundance Scan 2656 (18.610 min): BP008278.D\data.ms (-2650) (-
1

05.0
163.0
5000
266.9
ob Pt L 2300 4108 5031
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39043: Glyoxylamide, N-phenyl-
163.0
5000{ 430
L4.
O‘\\\A'i\\‘h\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate

000094-03-1 59
040046-30-8 56
000606-28-0 45
1000368-21-0 45

m/z 105.00 100.00%

o

—= —
18.50 19.00
m/z 163.00  74.22%

o

T —
18.50 19.00
m/z 77.00 39.50%

—

105.0
—= —
163.0 18.50 19.00
5000 m/z 266.95 10.93%
R
‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39143: 3,5-Dimethylphenyl isothiocyanate T ——
163.0 18.50 19.00
m/z 164.00  10.45%
105.0
5000
39.0
0 ‘.‘J\\L.“HILR 1l M‘ |

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

8270E-BP112521.M Mon Dec 13 19:12:07 2021

Ty Py
18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Phthalic acid, 2-ethylhexyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.810 2.86 ng 114809  Phenanthrene-die 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 98
2 Phthalic acid, 2-ethylhexyl isoh... 362 C22H3404 1000308-98-5 72
3 Phthalic acid, neopentyl pentyl ... 306 C18H2604 1000315-29-8 64
4 Phthalic acid, cyclohexyl 2-pent... 318 C19H2604 1000315-55-3 59
5 Dicyclohexyl phthalate 330 C20H2604 000084-61-7 59

Abundance Scan 2690 (18.810 min): BP008278.D\data.ms (-2685) (- m/z 149.00 100.00%
149.0

—

5000
57.0
- ——
H ‘ ‘ 279.1 18.50 19.00
Ol bbbt i | 12071 21013410 414047525348 167 00 34.23%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #295612: Bis(2-ethylhexyl) phthalate
149.0
5000 - Sl
18.50 19.00
57.0 m/z 57.85 28.27%
279.0
ol .” “ l.\ N 2070 | 390.0
‘\\\\‘\\\\’\\\\ \\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #271865: Phthalic acid, 2-ethylhexyl isohexyl ester

3

149.0
P e
18.50 19.00
5000 ITI/Z 71.00 20.45%
43.0 251.0
oo L Ly 3830
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #206901: Phthalic acid, neopentyl pentyl ester — —
149.0 18.50 19.00
m/z 43.00 18.96%
- /\JWA¢MVNm/\VJVmeAf\M
71.0 237.0
ol bl 1 306.0
e e e e e e — e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270E-BP112521.M Mon Dec 13 19:12:08 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.334 3.40 ng 296567  Chrysene-di12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81

Abundance Scan 2779 (19.333 min): BP008278.D\data.ms (-2775) (- m/z 73.00 100.00%

73.0
5000
241.2 - —
’H ‘ 19.00 19.50
Obr e :"\W“Mu mW = 2b7 63551 42884913547 m/z 43.e5 98.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — S
19.00 19.50
H 185.0 284.0 m/z 60.00 87.42%
O\"\H‘ ‘1"\“\“\“\\\“\!\\\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
B e
19.00 19.50
5000 ITI/Z 57.05 83.39%
‘ 143.0 242.0
i,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es F ——
43.0 19.00 19.50
m/z 55.00 80.04%
5000 284.0
129.0
i 250
ol MUl B2 L armo e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP112521.M Mon Dec 13 19:12:09 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Eicosane, 10-methyl-

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
19.375 2.99 ng 260699  Chrysene-di2 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87
2 Octadecane 254 C18H38 000593-45-3 87
3 Triacontane 422 C30H62 000638-68-6 86
4 1,3-Propanediol, eicosyl ethyl e... 384 C25H5202 1000406-35-5 86
5 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 86

Abundance Scan 2786 (19.375 min): BP008278.D\data.ms (-2783) (- m/z 57.05 100.00%
57.0
1900 1950
127.1 281.0 ' '
o"‘WUM‘l‘f‘w"‘2“1‘1‘9“‘m‘“?"5"?‘1‘“”““?9‘9“?3?‘9 m/z 71.10  64.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 = e
19.00 19.50
m/z 43.10 56.07%
o L BPa110 2810
\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
— ——
19.00 19.50
5000 m/z 85.10 47.76%
R e AR AR AR REE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #314331: Triacontane o ——
57.0 19.00 19.50
m/z 41.00 16.22%
B J\/M
0 | H J ﬁ 111‘9‘7‘0 267.0 337.0 4220
I R T e L RRRRSRRER — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP112521.M Mon Dec 13 19:12:10 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 11 Heptacosane

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
20.216 4.01 ng 349211 Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 97
2 Docosane 310 C22H46 000629-97-0 96
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 2929 (20.216 min): BP008278.D\data.ms (-2923) (-
57.1

5000

oL I[Pt 1000 2831 3560 4288 503.1
ALY 200 2831 3560 4288 5031

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

Abundance #287977: Heptacosane
57.0
5000
o LLLLART0 197.0 2670 380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

m/z 57.10 100.00%

-

T —
20.00 20.50
m/z 71.10 63.41%

-

T —
20.00 20.50
m/z 43.05 56.64%

=

Abundance #212282: Docosane
57.0
—r— —
20.00 20.50
5000 m/z 85.05 45.62%
H ’1J27-0 1970 3100
0“H“whﬂ‘¢Jﬂﬂuhqhu\‘u“H“‘_“‘_“W“‘W“H“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107222: Tridecane, 6-propyl- T R
43.0 20.00 20.50
m/z 55.05 24.63%
5000
126.0183.0
om‘pulu'ﬂl‘Liw‘hH“"H‘W‘H‘mWm_m‘uwmw S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270E-BP112521.M Mon Dec 13 19:12:11 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Adipic acid, 2-ethylhexyl o...

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.516 3.86 ng 336218 Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 91
2 Diisooctyl adipate 370 C22H4204 001330-86-5 91
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 90

4 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604

Abundance Scan 2980 (20.516 min): BP008278.D\data.ms (-2976) (-

129.0
57.1
5000
ol | l.‘. J‘ 2412 3374 4150 503.1
_““‘H A e AT T
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279326: Adipic acid, 2-ethylhexyl octyl ester
129.0
5000
241.0
57.0
0 | “ | I J\ “ l L ]1299.0

‘\\H‘\H\ L L N R L R R R B R R R

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

Abundance #279233: Diisooctyl adipate
129.0
57.0
5000
241.0
0 “‘ﬁ ) | | 313.0371.0
i A e e

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

000103-23-1 86
004337-65-9 58

m/z 129.00 100.00%

—

I
20.50

m/z 57.10 65.56%

i

20.50
m/z 55.00 42.25%

=

20.50
m/z 70.10  38.96%

%

Abundance #279246: Hexanedioic acid, dioctyl ester
129.0 20.50
m/z 71.05 36.83%
57.0
5000
| ‘ 241.0
0 \\\ | =

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

8270E-BP112521.M Mon Dec 13 19:12:11 2021

20.50

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Octadecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

20.927 4.23 ng 368866 Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3050 (20.927 min): BP008278.D\data.ms (-3046) (-  m/z 57.05 100.00%
57.0

—T—
‘ LI A7 197.2 281.0342.0400.3461.1 535.1 2100
o Ly, 200 2000 342.04003461.1 5351 myz 71.10  65.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158610: Octadecane, 2-methyl-
43.0
5000 LI
21.00
m/z 43.05 58.48%
113.0
O\\\‘“\‘L\i\\‘ﬂw\}\#‘l\‘\\\‘2f2\?.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
——
21.00
5000 ITI/Z 85.05 45.,20%
ol ‘H | AP0 197.0 267.0 338.0
B AR REE s SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane —
57.0 21.00
m/z 55.00 21.97%
B m
ol \ || 1270 197.0 267.0  380.0
A e e e e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP112521.M Mon Dec 13 19:12:12 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Morpholine, 4-phenyl-

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
20.975  2.92ng 254280 Chrysene-di2 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phemyl- 163 Clerisno 000092-53-5 72

2 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403
3 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205
4 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205

5 1-(.beta.-d-2,3-0-Dibenzoylfuran... 470 C23H19FN208

Abundance Scan 3058 (20.975 min): BP008278.D\data.ms (-3054) (-

1000366-96-1 56
000094-03-1 40
020109-39-1 40
1000286-48-4 17

m/z 105.00 100.00%

105.0
5000 163.1
=
a4 21.00
o0 L ) 222.02801341.0398.7 4621 534.9 /7 163.05  44.24%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0
5000 L
21.00
m/z 77.00 30.96%
O \Sl\g‘\.‘p\“\‘\\l‘\l\\J\‘\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #140682: (3-Phenyloxiran-2-yl)methyl benzoate
105.0
=
21.00
5000 ITI/Z 106.00 7.79%
163.0
0 SQPJ’. 254.0
B R R AR RRRERE T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate o
105.0 21.00
m/z 51.00 6.64%
163.0
5000
0 41.0 220.0
v e S e
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00

8270E-BP112521.M Mon Dec 13 19:12:13 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 15 unknown21.022

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.022 6.08 ng 530093 Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 43
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 35
3 Glyoxylamide, N-phenyl- 163 C9HONO2 032331-52-5 27

4 Malonic acid, di(2-chloropropyl)... 256 C9H14C1204

5 N-(4-Formyl-phenyl)-N-methyl-for... 163 C9HINO2

Abundance Scan 3066 (21.022 min): BP008278.D\data.ms (-3062) (-

1000349-03-7 16
079213-80-2 16

m/z 105.00 100.00%

=

— 1 \
21.00

m/z 163.00 60.90%

o

1 \
21.00

m/z 77.00  34.34%

-

1 [
21.00

m/z 57.05 33.62%

=

T \
21.00

m/z 43.05 30.36%

=

105.0
163.0
5000
43.
0 JLMMJL\. | 221.0279.1 356.1 430.8489.1546.
R e S S S S e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38609: Benzamide, N-propyl-
105.0
5000
163.0
410 | L
O‘\\\\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38614: Morpholine, 4-phenyl-
105.0
163.0
5000
27.0 l
O e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39043: Glyoxylamide, N-phenyl-
163.0
5000 43.0
0 \H L‘l

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

8270E-BP112521.M Mon Dec 13 19:12:14 2021

T
21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Diethylene glycol dibenzoate

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.080 5.41 ng 471098  Chrysene-di12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Diethylene glycol dibenzoate 314 C18H1805
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403
5 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206

Abundance Scan 3076 (21.080 min): BP008278.D\data.ms (-3072) (-

105.0
5000
0 430 | 167.0 281.0 356.0 428.8  535.1
bbb b RIS SR B AR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216953: Diethylene glycol dibenzoate
105.0
5000
27.0 ’ 179.0
O\\\\i\\l‘\\’\\\\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0

5000

239.0
Oy~ rprdrde b SO e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, m
149.0

5000
77.0

| 239.0

000120-55-8 90
005694-69-9 83
1000507-07-6 78
1000156-71-2 74
1000366-99-4 64

m/z 105.00 100.00%
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o

m/z 149.00  81.42%
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o

m/z 77.00 45.37%
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m/z 51.00 10.35%
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S

m/z 150.00 8.61%
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miz—> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP112521.M Mon Dec 13 19:12:15 2021

=

21.00

Page:

19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 17 Tricosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.575 4.78 ng 416292  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Nonacosane 408 C29H60 000630-03-5 94
3 Tetracosane 338 C24H50 000646-31-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3160 (21.575 min): BP008278.D\data.ms (-3155) (- m/z 57.10 100.00%
57.1
T
LI EE7L 207.0 281.0 2150
ob AU 2070, 28103410 4491 5218 4/; 7105  67.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229644: Tricosane
57.0
5000 sl :
21.50
. 324.0 m/z 43.10 55.23%
LB 1570 aorc
O\\\\‘\\\\‘\\\1\‘A\l\\l\l‘\l\‘\l\‘l\l\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307031: Nonacosane
57.0
T
21.50
5000 m/z 85.05 48.43%
1
LTI 2970 2670 3370 4080
“‘w“u“‘u“‘H“H"‘H“‘H‘,H“‘H“‘H“_“‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane T ‘
57.0 21.50
m/z 55.05 21.92%
- m
0 w j [127:0 197.0 267.0 338.0
H‘W‘H“H‘w“u‘u“_‘H“H‘M‘H“H‘_“W‘H“‘ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Indigo Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.227 4.30 ng 375153  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indigo 262 C1l6H1ON202 000482-89-3 98
21,2,3,6,7,8,9,10,11,12-Decahydro... 262 C20H22 092387-50-3 58
3 trans-Indigo 262 C16H10ON202 064784-13-0 53
4 2-Methyl-1H-anthra[1,2-d]imidazo... 262 C16H1@N202 030634-09-4 52
5 Anthracene, 1,2,3,4,5,6,7,8-octa... 262 C20H22 125379-29-5 52

Abundance Scan 3271 (22.227 min): BP008278.D\data.ms (-3266) (- m/z 262.10 100.00%

262.1
5000
104.0
— —
39 \ %7&4 ‘ 22.00 22.50
oL 3Pttt b b L 3310 414847825371 /7 104,00 35.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #150693: Indigo
262.0
5000 2200 2250
104.0 : S
m/z 205.00  24.92%
0 \:\g\g*'yF)\l\“\\‘h\\{l\ﬂ\-??\-‘q\\l\‘\‘\\\‘\\H‘H\\‘\\H‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #151079: 1,2,3,6,7,8,9,10,11,12-Decahydrobenzol[e]pyrel
262.0
— —
22.00 22.50
5000 m/z 76.00 20.65%
ZOTO
I Z OTTY 11N E—
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #150694: trans-Indigo ey T
262.0 22.00 22.50
m/z 103.00  18.29%
5000
103.0 J
NI TN DI 1 - O I N e g
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 19 Heneicosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.275 4.71 ng 410773  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Tetratriacontane 479 C34H70 014167-59-0 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 3279 (22.274 min): BP008278.D\data.ms (-3276) (-
57.0

5000

197.1 283.0344.1401.9 474.8534.9

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

Abundance #194587: Heneicosane
57.0

O‘HHMIIAAF.F .

5000

“ (| lﬂ 70 1970 2960

m/z 57.05 100.00%

:

22.00 22.50
m/z 71.10 65.38%

%

22.00 22.50
m/z 43.10 53.63%

O‘\\l\\’\\\\‘\\\\‘l\l\\‘\l‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #333752: Tetratriacontane
57.0
— —
22.00 22.50
5000 ITI/Z 85.10 46.48%
R | 179, 2670 3870 4070 4780
e A A et e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl- T T
57.0 22.00 22.50
m/z 55.05 20.64%
o M\‘V/MM
2390
0 | J \P 308.0
_“,H“_‘H‘H“_‘H‘H“_‘H‘H“_‘H‘H“_‘H“ —— —

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

8270E-BP112521.M Mon Dec 13 19:12:17 2021

22.00 22.50

Page:

22



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8278.D

Acqg On : 08 Dec 2021 13:53
Operator : CG/JU

Sample : M4919-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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-Butenoic acid... 12.263 3.1 ng 77582 2 10.569 503472 20.0
unknown15.816 15.816 4.3 ng 171692 4 17.192 802042 20.0
unknownl17.316 17.316 2.6 ng 102940 4 17.192 802042 20.0
n-Hexadecanoic ... 18.098 13.8 ng 554521 4 17.192 802042 20.0
Oxybis(propane-... 18.322 20.6 ng 826348 4 17.192 802042 20.0
1,3-Dioxolane, ... 18.433 38.1 ng 1528580 4 17.192 802042 20.0
Glyoxylamide, N... 18.610 4.1 ng 162886 4 17.192 802042 20.0
Phthalic acid, ... 18.810 2.9 ng 114809 4 17.192 802042 20.0
Octadecanoic acid 19.334 3.4 ng 296567 5 21.298 1743020 20.0
Eicosane, 1@0-me... 19.375 3.0 ng 260699 5 21.298 1743020 20.0
Heptacosane 20.216 4.0 ng 349211 5 21.298 1743020 20.0
Adipic acid, 2-... 20.516 3.9 ng 336218 5 21.298 1743020 20.0
Octadecane, 2-m... 20.927 4.2 ng 368866 5 21.298 1743020 20.0
Morpholine, 4-p... 20.975 2.9 ng 254280 5 21.298 1743020 20.0
unknown21.022 21.022 6.1 ng 530093 5 21.298 1743020 20.0
Diethylene glyc... 21.080 5.4 ng 471098 5 21.298 1743020 20.0
Tricosane 21.575 4.8 ng 416292 5 21.298 1743020 20.0
Indigo 22.227 4.3 ng 375153 5 21.298 1743020 20.0
Heneicosane 22.275 4.7 ng 410773 5 21.298 1743020 20.0

8270E-BP112521.M Mon Dec 13 19:12:17 2021 Pa 23



