LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30222\
Data File : BG@52537.D

Acqg On 2 Mar 2022 15:09

Operator : CG/JU

Sample : N1719-01 :
Misc : TT-148-IDWS0-20220228

ALS vial : 8 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-BG020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@52537.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.751 379 385 395 rBV 471618 771449 13.17%  3.748%
2 7.373 652 661 675 rBvV 491903 873937 14.92% 4.246%
3 8.218 799 805 812 rVB 104097 176830 3.02% 0.859%
4 9.393 998 1005 1014 rBV 317825 556976  9.51% 2.706%
5 11.056 1281 1288 1296 rBV 136678 247066  4.22%  1.200%

6 13.488 1693 1702 1712 rBV 829938 1272825 21.72% 6

7 14.862 1930 1936 1945 rBV 223088 353519 6.03% 1

8 16.355 2183 2190 2202 rBV 626908 1008144 17.21%  4.898%
9 17.618 2396 2405 2414 rBV 297855 462259 7.89% 2
10 19.380 2693 2705 2714 rBV 636276 1872064 31.95% 9

11 19.497 2714 2725 2732 rVV 770653 2165264 36.95% 10.520%
12 19.597 2732 2742 2752 rVV 2484531 5859344 100.00% 28.467%

13 19.674 2752 2755 2759 rVWV 57078 90292 1.54% 0.439%
14 19.732 2759 2765 2773 rVB 185763 370393 6.32% 1.800%
15 19.891 2785 2792 2798 rVB2 74723 139282 2.38% ©0.677%

16 20.208 2840 2846 2855 rVB 1509866 1977052 33.74% 9

17 21.489 3057 3064 3068 rBV 78484 175062 0

18 21.553 3068 3075 3080 rVV 138138 305658 5.22%  1.485%
3
2

N
o]
O
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19 21.618 3080 3086 3093 rVV 479448 738544 12.60%
20 21.929 3131 3139 3148 rVB2 318416 573954  9.80%
21 25.395 3719 3729 3744 rVB3 188310 592710 10.12% 2.880%

Sum of corrected areas: 20582624
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30222\
Data File : BG@52537.D

Acqg On : 2 Mar 2022 15:09

Operator : CG/JU

Sample : N1719-01 :
Misc : TT-148-IDWS0-20220228

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG052537.D\data.ms

2000000

1500000

1000000

500000 5.751 7.373

9.393
8.218 11.056

0
350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50 13.00
e TIC: BG052537.D\data.ms

Time-->
Abuzndanc

500000 19.597

2000000

20.208
1500000

1000000
13.488 19.497

16.355 19.3

21.618

500000

14.862 17.618

L e R e A ERRRREES
Time-> 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 2150 22.00 22.50

Abu2n5da0n TIC: BG052537.D\data.ms

(]
(©)

[@
[«
(@
o

2000000

1500000

1000000

500000
25.395

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

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

8270-BGO20722.M Thu Mar 03 14:24:06 2022 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30222\
Data File : BG@52537.D

Acqg On : 2 Mar 2022 15:09

Operator : CG/JU

Sample : N1719-01 :
Misc : TT-148-IDWS0-20220228

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Oxybis(propane-1,2-diyl) di... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.380 81.00 ng 1872060  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 78
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
3 Glyoxylamide, N-phenyl- 163 C9HONO2 032331-52-5 50
4 Ethanone, 2-bromo-1,2-diphenyl- 274 C14H11BrO 001484-50-0 38
5 Benzo[b]thiophene-3-carboxylic a... 343 C18H17N04S 096334-43-9 38

Abundance Scan 2705 (19.380 min): BG052537.D\data.ms (-2693) (-  m/z 105.15 100.00%

105.2
5000 163.1
77.2
P =
511 1652 19.00 19.50
Ob ek e e o2 2202 2252 /7 163,10 50.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 — VAL
19.00 19.50
77.0 m/z 77.15 34.77%
0l27.0 ‘51"0 ‘ | 1350 | 207.0
‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38611: Morpholine, 4-phenyl-
105.0
P o
163.0 19.00 19.50
5000 m/z 106.15  8.31%
77.0
>to 132.0
KN PR AN Y I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39043: Glyoxylamide, N-phenyl- — .
1200 163.0 19.00 19.50
m/z 51.15 6.27%
5000/ 430  77.0 M/\\M
O Frrrrr iy — R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30222\
Data File : BG@52537.D

Acqg On : 2 Mar 2022 15:09

Operator : CG/JU

Sample : N1719-01 :
Misc : TT-148-IDWS0-20220228

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Morpholine, 4-phenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.497 93.68 ng 2165260  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 80
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
3 Glyoxylamide, N-phenyl- 163 C9HONO2 032331-52-5 50
4 Isopropyl phenyl ketone 148 C10H120 000611-70-1 38
5 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 38

Abundance Scan 2725 (19.497 min): BG052537.D\data.ms (-2714) (-  m/z 105.10 100.00%

105.1
163.2
5000
77.2
=
19.50
41. 207.1 :
Ol b b 1853 20712811 17 163.15  68.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 T T
19.50
77.0 m/z 77.15 35.66%
0 4]Tq ‘ | 1350 | 207.0
’\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38611: Morpholine, 4-phenyl-
105.0
o
163.0 19.50
5000 ITI/Z 106.15 8.34%
77.0
0 39"0\‘\ Y ‘ 13130
priee e el el SR e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39043: Glyoxylamide, N-phenyl- M
120.0 0 19.50
m/z 164.15 7.53%
5000/ 430 77.0 M/L
O Fprrre e prr ey R
m/z--> 20 40 60 80 100120140160180200220240260280 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30222\
Data File : BG@52537.D

Acqg On : 2 Mar 2022 15:09

Operator : CG/JU

Sample : N1719-01 :
Misc : TT-148-IDWS0-20220228

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.597 253.51 ng 5859340  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 298 C18H1804 006963-16-2 83
3 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 78
4 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 78
5 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 74

Abundance Scan 2742 (19.597 min): BG052537.D\data.ms (-2732) (-  m/z 105.15 100.00%
105

05.2
149.2
5000
T T
511 19.50
o L A7922001 ;149015 79.79%
miz--> 50 100 150 200 250
Abundance #216951: Diethylene glycol dibenzoate
105.0 1490
5000 —
19.50
m/z 77.15 52.45%
51.0
olso | | | 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 #197039: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, ac
149.0

=

R ‘
19.50
5000 105.0 m/z 51.15 12.43%

=

0 4%9 750 | | 179.0209.0239.0
i e e A e e
m/z--> 50 100 150 200 250
Abundance #182445: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester e ‘
105.0 149.0 19.50
m/z 150.10 8.88%
5000
51.0

ol b b1 2100 287 A

miz--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30222\
Data File : BG@52537.D

Acqg On : 2 Mar 2022 15:09

Operator : CG/JU

Sample : N1719-01 :
Misc : TT-148-IDWS0-20220228

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 unknownl9.674 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.674 3.91 ng 90292  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(2-Hydroxyethylthio)-2-(2-viny. 208 C8H1602S2 114811-41-5 43
2 Di-sec-Butyl ether 130 C8H180 006863-58-7 38
3 D-(+)-Arabitol, pentamethyl ether 222 C1@H2205 1000332-89-1 38
4 L-(-)-Arabitol, pentamethyl ether 222 C1@H2205 1010332-84-2 38
5 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 38

Abundance Scan 2755 (19.674 min): BG052537.D\data.ms (-2752) (- m/z 57.20 100.00%

57.2
103.1
5000
— —
1312 161.1 208.9 19.50 20.00
bl pwm” T Mw‘m“_m_mm m/z 45.15  93.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85606: 1-(2-Hydroxyethylthio)-2-(2-vinylthioethoxy)ethar
45.0
5000 87.0 R
19.50 20.00
m/z 103.10 71.71%
0 \H | H 1L \‘ “‘1170 149.0 208.0
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15680: Di-sec-Butyl ether
45.0
CaAb A
19.50 20.00
m/z 101.15 56.68%
5000 101.0
olSOL y 1 B0 1300
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100841: D-(+)-Arabitol, pentamethyl ether : m UREEE.) —
48.0 101.0 19.50 20.00
m/z 41.15 47.80%
5000 75.0
145.0
177.0
I E I L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30222\
Data File : BG@52537.D

Acqg On : 2 Mar 2022 15:09

Operator : CG/JU

Sample : N1719-01 :
Misc : TT-148-IDWS0-20220228

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Benzamide, N-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.732 16.03 ng 370393  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 72
2 Glyoxylamide, N-phenyl- 163 CSH9ONO2 032331-52-5 59
3 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 56
4 3,5-Dimethylphenyl isothiocyanate 163 C9HONS 040046-30-8 56
5 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 47

Abundance Scan 2765 (19.732 min): BG052537.D\data.ms (-2759) (-  m/z 105.10 100.00%

105.1 163.2
5000 77.2
1950  20.00
41. 207.1 . ' .
Obfi kL1382 | 20T 98116315 89.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38609: Benzamide, N-propyl-
105.0
5000 P ——
77.0 19.50 20.00
163.0 m/z 77.15 41.05%
41. ‘ 134.0
O’\\\\“\\‘H“Hi“\u\‘uu“u\‘\‘HHM\H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39043: Glyoxylamide, N-phenyl-
120.0 0
M —
19.50 20.00
5000 43.0 77.0 m/Z 164.15 10.27%
O Frrrrrprrpert ety
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38616: Morpholine, 4-phenyl- et oy
105.0 19.50 20.00
m/z 51.10 9.01%
163.0
5000
77.0
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\BG@30222\
Data File : BG@52537.D

Acqg On : 2 Mar 2022 15:09

Operator : CG/JU

Sample : N1719-01 :
Misc : TT-148-IDWS0-20220228

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Phthalic acid, isohexyl 2-m... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.891 4.85 ng 139282  Chrysene-di2 21.935
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 78
2 Phthalic acid, isohexyl 2-methyl... 320 C19H2804 1000322-81-3 59
3 2-(Pentyloxycarbonyl)benzoic acid 236 C13H1604 024539-56-8 53
4 Phthalic acid, neopentyl undecyl... 390 C24H3804 1000309-07-4 53
5 Phthalic acid, decyl neopentyl e... 376 C23H3604 1000315-30-3 53
Abundance Scan 2792 (19.891 min): BG052537.D\data.ms (-2785) (- m/z 149.05 100.00%
149.1
5000
57.1
237.3 . 5000
H ‘“ 104.1 195.2 2793 19.50 20.00
0 “““ Li ‘N‘w"uuwm““up“\““““‘w m/z 57.15  34.39%
m/z--> 0 100 150 200 250 300 350
Abundance #295612: Bis(2-ethylhexyl) phthalate
149.0
5000 — —
19.50 20.00
57.0 m/z 167.85  31.35%
279.0
o140 | | 2080 2070 "] 390.

m/z--> 0 50 100 150 200 250 300 350
Abundance  #224722: Phthalic acid, isohexyl 2-methylbutyl ester

149.0
N Y S
19.50 20.00
5000 m/z 70.10 20.30%
43.0 85.0 237.0
0 Hm‘_:““_m e e
miz--> 0 50 100 150 200 250 300 350
Abundance #118152: 2-(Pentyloxycarbonyl)benzoic acid - e e
149.0 19.50 20.00
m/z 43.15 18.52%
5000
105.0
ol 52000 | lassozseo T e
m/z--> 0 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30222\
Data File : BG@52537.D

Acqg On : 2 Mar 2022 15:09

Operator : CG/JU

Sample : N1719-01 :
Misc : TT-148-IDWS0-20220228

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 (3-Phenyloxiran-2-yl)methyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.489 6.10 ng 175062  Chrysene-di12 21.935
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 72
2 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 53
3 1-Phenylethanol, 2-methylpropyl ... 178 C12H180 1000394-69-1 53
4 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 50
5 benzamide, N-[4-[7-(benzoyloxy)-... 461 C29H19NO5 1010399-44-9 35

Abundance Scan 3064 (21.489 min): BG052537.D\data.ms (-3057) (-  m/z 105.15 100.00%

105.2
5000 163.2
2150
51.1 :
bbb L 208 8950 n7 163,15 42.70%
mlz--> 50 100 150 200 250 300 350
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 L
21.50
m/z 77.15 28.89%
o 51.0 | 207.0
L ‘ T ‘\ T ‘ LA ‘ L “\ LI ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #140682: (3-Phenyloxiran-2-yl)methyl benzoate
105.0
=
21.50
5000 ITI/Z 106.05 7.04%
163.0
51.0
ol il | 254.0
L I e L R T T
Miz--> 50 100 150 200 250 300 350
Abundance #52861: 1-Phenylethanol, 2-methylpropyl ether o
105.0 21.50
m/z 51.15 6.86%
5000
163.0
57.0
osoy L4 L il
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30222\
Data File : BG@52537.D

Acqg On : 2 Mar 2022 15:09

Operator : CG/JU

Sample : N1719-01 :
Misc TT-148-IDWS0-20220228

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 1-Propanol, 2-[2-(benzoylox... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.553 10.65 ng 305658 Chrysene-d12 21.935
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 86
2 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 64
3 Glyoxylamide, N-phenyl- 163 C9HONO2 032331-52-5 53
4 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 50
5 Benzo[b]thiophene-3-carboxylic a... 343 C18H17N04S 096334-43-9 43

Abundance Scan 3075 (21.553 min): BG052537.D\data.ms (-3068) (-  m/z 105.15 100.00%

105.2
163.2
5000
RN
51.1 21.50
bbbl 2072 2829 8249 p; 163,15 65.02%
m/z--> 50 100 150 200 250 300
Abundance #38616: Morpholine, 4-phenyl-
105.0
163.0
5000 T ‘
21.50
m/z 77.15 39.50%
51.0
0\“\‘\‘i“\‘\‘\\“\\\‘\‘\“\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300
Abundance #250953: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo
105.0
RN
163.0 21.50
5000 ITI/Z 106.10 8.41%
59.0
A VRN o 7 T N1
m/z--> 50 100 150 200 250 300
Abundance #39043: Glyoxylamide, N-phenyl- T ‘
120.0 168.0 21.50
m/z 51.15 7.39%
5000, 43-0
\7-0‘ ‘ |
OHMw“‘\‘\ﬂ“\\‘H‘HH‘HH‘HH‘HH =
m/z--> 50 100 150 200 250 300 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30222\
Data File : BG@52537.D

Acqg On : 2 Mar 2022 15:09

Operator : CG/JU

Sample : N1719-01 :
Misc : TT-148-IDWS0-20220228

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 3,6,9,12-Tetraoxatetradecan... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.618 25.74 ng 738544  Chrysene-di12 21.935
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 74
3 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72
4 Ethanol, 2-(4-phenoxyphenoxy)-, ... 334 C21H1804 055191-59-8 64
5 2-Phenylbutenolide 160 C10H802 001955-39-1 35

Abundance Scan 3086 (21.618 min): BG052537.D\data.ms (-3080) (-  m/z 105.15 100.00%

105.2
149.1
5000
= ——
51.1 21.50 22.00
bbb b 2081 2670 8400 /5 149,10 76.15%
miz--> 50 100 150 200 250 300
Abundance #216951: Diethylene glycol dibenzoate
10501490
5000 — —
21.50 22.00
m/z 77.15 47.81%
51.0
ols0 | | 192.0
T T T ‘ T T ‘ L ‘ UL ‘ L ‘ L ‘ L ‘
miz--> 50 100 150 200 250 300
Abundance #324290: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzc
105.0 149.0
= —
21.50 22.00
5000 ITI/Z 51.15 11.32%
ols0 20 | 193.0 236.0
e B e e
miz--> 50 100 150 200 250 300
Abundance  #162046: Benzoic acid, 2-(3-nitrophenyl)ethyl ester e P
149.0 21.50 22.00
m/z 106.15 7.58%
105.0
5000
51.0
OHHi‘H‘Hl““‘mHHH‘HH‘HH‘HH o B
m/z--> 50 100 150 200 250 300 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30222\
Data File : BG@52537.D

Acqg On : 2 Mar 2022 15:09

Operator : CG/JU

Sample : N1719-01 :
Misc : TT-148-IDWS0-20220228

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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|
Oxybis(propane-... 19.380  81.0 ng 1872060 4 17.618 462259 20.0
Morpholine, 4-p... 19.497 93.7 ng 2165260 4 17.618 462259 20.0
Diethylene glyc... 19.597 253.5 ng 5859340 4 17.618 462259 20.0
unknown19.674 19.674 3.9 ng 90292 4 17.618 462259 20.0
Benzamide, N-pr... 19.732 16.0 ng 370393 4 17.618 462259 20.0
Phthalic acid, ... 19.891 4.8 ng 139282 5 21.935 573954 20.0
(3-Phenyloxiran... 21.489 6.1 ng 175062 5 21.935 573954 20.0
1-Propanol, 2-[... 21.553 10.7 ng 305658 5 21.935 573954 20.0
3,6,9,12-Tetrao... 21.618 25.7 ng 738544 5 21.935 573954 20.0
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