LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55561.D

Acqg On : 11 Nov 2022 10:53

Operator : CG/JU

Sample : N5360-02 :
Misc : 20221113-COMP-12

ALS Vvial : 4  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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55561.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.329 3 7 13 rBV 230789 353194 6.87% 1.704%
2 5.326 340 347 360 rVB 138251 226992 4.41% 1.095%
3 5.796 420 427 441 rVB 1010352 1624251 31.58% 7.835%
4 7.400 692 700 713 rBV 951926 1674702 32.56% 8.078%
5 8.270 841 848 854 rBV 178910 307822 5.99% 1.485%

6 9.439 1038 1047 1056 rBV 546233 978121 19.02% 4
7 11.096 1319 1329 1338 rBV 230702 420152 8.17% 2
8 13.517 1733 1741 1748 rBV 1230839 1928258 37.49%  9.301%
9 14.886 1967 1974 1984 rVB 366537 575481 11.19% 2
10 15.514 2062 2081 2082 rBvV2 25436 97605 1.90% ©

11 16.031 2143 2169 2170 rBV 70298 310734  6.04%
12 16.366 2206 2226 2263 rBV2 1492043 5142737 100.00% 24.806%
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13 16.754 2283 2292 2297 rBvV2 18182 53725 1.04% ©.259%
14 17.624 2434 2440 2448 rVB 489715 743132 14.45% 3.584%
15 18.487 2582 2587 2598 rBV 79150 125649 2.44%  0.606%
16 19.604 2768 2777 2785 rBv4 35754 98567 1.92% 0.475%
17 19.745 2798 2801 2810 rBV 46560 70817 1.38% 0.342%
18 20.215 2875 2881 2887 rBV 2248426 2913362 56.65% 14.053%
19 20.567 2937 2941 2949 rVB3 31227 63736 1.24% 0.307%
20 21.496 3093 3099 3101 rBV3 37263 73711 1.43%  0.356%

21 21.531 3101 3105 3114 rVv2 128599 277522 5.40%
22 21.625 3116 3121 3128 rVB 319133 479022  9.31%
23 21.925 3165 3172 3183 rVB 561525 963613 18.74%
24 22.765 3311 3315 3324 rVB2 28330 55608 1.08%
25 24.369 3582 3588 3595 rVB3 33634 74899 1.46%
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26 25.344 3744 3754 3775 rVB 333230 1098533 21.36% 5.299%

Sum of corrected areas: 20731945
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55561.D

Acq On : 11 Nov 2022 10:53

Operator : CG/JU

Sample : N5360-02 :
Misc : 20221113-COMP-12

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055561.D\data.ms

2000000

1500000

1000000 5.796 7.400

9.439
500000

829
5.326 8.270 11.096

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055561.D\data.ms

20.215
2000000

1500000 16.366

13.517

1000000

17.624
500000 14.886
o A 15.514 16.031 ] \16 754 18-187 191@9@5J 22.7¢

Time--> 13.50 14.00 14.50 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 21.50 22.00 22.50
Abundance TIC: BG055561.D\data.ms

2000000

1500000

1000000

500000 25 344

24.369
O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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\BG111122\
Data File : BG@55561.D

Acq On : 11 Nov 2022 10:53

Operator : CG/JU

Sample : N5360-02 :
Misc 20221113-COMP-12

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.329 22.95 ng 353194  1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (3.329 min): BG055561.D\data.ms (-3) (-) m/z 73.00 100.00%

5000 43.0 k
870 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ 57.0 3.403.503.603.70
Ol L 2D m/z 43.00  42.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B B NI R
43.0 3.403.503.603.70
' 87.0 m/z 55.00 30.91%
29.0 ?L
O‘\H\‘\\\H“\\\\“‘}\‘\\‘\\\‘?‘.\0\\\“\}\\‘\\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R ARR S EBEEES.
3.403.503.603.70
5000 41.0 550 m/z 87.00 23.81%
27.0
0L eyt 1120 1290,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9210: 1,3-Dioxolane, 2-propyl- R  ARAREREEEEE
73.0 3.403.503.603.70
m/z 41.00 14.37%
5000
45.0
ol ZO 99.0 1150
R AaE S T o e A AAAARaS R SBABAARARERERERS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55561.D

Acq On : 11 Nov 2022 10:53

Operator : CG/JU

Sample : N5360-02 :
Misc : 20221113-COMP-12

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.326 14.75 ng 226992  1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Acetone 58 C3H60 000067-64-1 22
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 347 (5.326 min): BG055561.D\data.ms (-340) (-) m/z 43.00 100.00%

3.0
5000
T
‘ 10‘1'0 5.00 5.20 5.40 5.60

bl 220 2988z s0.00  48.72%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 L L R R IR R
5.00 5.20 5.40 5.60
m/z 58.00 16.77%
‘L 101.0
O\\\\‘\“\H\\“H}\\w‘\\.\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
PR R R
5.00 5.20 5.40 5.60
5000 m/z 101.00 16.41%
101.0
15.0 “
o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #242: Acetone e AR
43.0 5.00 5.20 5.40 5.60
m/z 41.00 9.03%
5000
15.0 ol
O e ettt e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55561.D

Acq On : 11 Nov 2022 10:53

Operator : CG/JU

Sample : N5360-02 :
Misc : 20221113-COMP-12

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Morpholine, 4-phenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.514 3.39 ng 97605  Acenaphthene-d1e0 14.886
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 72
3 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 72
4 (1-Oxa-2-aza-spiro[2.5]oct-2-yl)... 217 C13H15NO2 002289-83-0 43
5 Phenylglyoxylic acid, 2-methylbu... 220 C13H1603 1010453-46-2 43

Abundance Scan 2081 (15.514 min): BG055561.D\data.ms (-2062) (- | m/z 104.95 100.00%
105.0

2

5000
163.0
77.0 S ‘
51.0 15.50
192.9
0oy e PR m/z 163.00  37.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38616: Morpholine, 4-phenyl-
105.0
163.0
5000 — |
770 15.50
' m/z 77.00  24.92%
51.0
27.0 ‘ ‘ 132.0 ‘
O‘\u\\“‘\\w\’\‘\\\“\\‘\\‘\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
.0

2

105
163.0 1550 |
5000 m/z 106.00 7.98%
77.0
o 29,0 510 L 1350 | 207.0
R B AR e e o N S RARRE

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #38609: Benzamide, N-propyl-
105.0 15.50

m/z 57.00 7.96%

5000
77.0
163.0
51.0
134.0

—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55561.D

Acq On : 11 Nov 2022 10:53

Operator : CG/JU

Sample : N5360-02 :
Misc : 20221113-COMP-12

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Oxybis(propane-1,2-diyl) di... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.032 10.80 ng 310734  Acenaphthene-di0 14.886
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 90
2 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 78
3 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 78
4 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 50
5 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 43

Abundance Scan 2169 (16.031 min): BG055561.D\data.ms (-2143) (- | m/z 105.00 100.00%

105.0
163.0
5000
77.0
T I
51.0 16.00
Ottt e e b 200 m/z 163.00 67.33%

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 — ‘
16.00
77.0 m/z 77.00 29.76%
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38609: Benzamide, N-propyl-
105.0
T \
16.00
5000 ITI/Z 51.00 8.73%
77.0
163.0
51.0 ‘ 134.0
ottt e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38616: Morpholine, 4-phenyl- o ‘
105.0 16.00
m/z 105.95 8.01%
163.0
5000
77.0
51.0
27.0 ‘ ‘ 132.0 ‘
o+ttt e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55561.D

Acq On : 11 Nov 2022 10:53

Operator : CG/JU

Sample : N5360-02 :
Misc 20221113-COMP-12

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.487 3.38 ng 125649  Phenanthrene-di0 17.624
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 68
5 Undecanoic acid 186 C11H2202 000112-37-8 50

Abundance Scan 2587 (18 487 min): BG055561.D\data.ms (-2582) (- ' m/z 43.00 100.00%
43.0 73.0

5000 1260 2131
e
0 0 Y s
oL—— ‘\\‘\ H\m‘uwmm \ ‘ m\\‘\‘\‘\‘ ‘ "‘ . m/z 73.00 97.56%

m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid

5000 129.0 CTT
18.50
1710 2130 256.0 m/z 59.95 92.36%
—— ‘M‘ L, uh\\\ ‘u‘\‘n‘\ ‘ ‘ | “‘ \‘ ““ T— "\‘ ——
100

%

%

0
m/z--> 150 200 250
Abundance #92063: Tridecanoic acid
73.
43.0 0
T ‘ \AA\
18.50
5000 129.0 ITI/Z 57.00 85.12%
171.0
byl T
0— ‘\‘ H‘H‘\ h““\ H“H‘“ i . ’m\‘ b “‘ ‘ “ : e
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid R
43.0 73.0 18.50
m/z 55.00 74.18%
5000 129.0
‘ 199.0 2420
ol— ‘\‘ H‘H‘\ h“ lm \\hH “\H‘u‘\ “‘ ’1 ﬂ‘o‘ . ‘i - “\ — e
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55561.D

Acq On : 11 Nov 2022 10:53

Operator : CG/JU

Sample : N5360-02 :
Misc 20221113-COMP-12

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 2-Methyltetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.604 2.65 ng 98567  Phenanthrene-d1e 17.624
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Methyltetracosane 352 C25H52 001560-78-7 76
2 Pentacosane 352 C25H52 000629-99-2 68
3 Tritetracontane 605 C43H88 007098-21-7 62
4 Heptacosane 380 C27H56 000593-49-7 62
5 Tetratetracontane 619 C44H90 007098-22-8 62

Abundance Scan 2777 (19.604 min): BG055561.D\data.ms (-2768) (- | m/z 57.00 100.00%
57.0

5000
—T —
v ||f420 2669 19.50 20.00
Ol WA R [yl e e M/Z 43,000 69.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262014: 2-Methyltetracosane
57.0
5000 — —
19.50 20.00

m/z 71.00  68.65%

7.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262013: Pentacosane
57.0
P ol

19.50 20.00
5000 ITI/Z 55.00 39.26%
e
211.0 352.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane T ——
57.0 19.50 20.00
m/z 85.00 38.01%
5000
27.0
obrh ‘ j‘ fhpogi 2070 3370 463.0 8330 6041 | chutuugl M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\

Data File : BG@55561.D

Acq On : 11 Nov 2022 10:53

Operator : CG/JU

Sample : N5360-02 :
Misc 20221113-COMP-12

ALS Vial : 4  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 5-Eicosene, (E)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.531 5.76 ng 277522  Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 98
3 Cyclotetracosane 336 C24H48 000297-03-0 94
4 1-Docosene 308 C22H44 001599-67-3 94
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 93

Abundance Scan 3105 (21.531 min): BG055561.D\data.ms (-3101) (- | m/z 55.00 100.00%
55.0
97.0
5000
e
181. 0 222 1 280.1 341 :
Ol ”‘dhﬂ }”““\M e B L e e T e m/z 57.00 98.51%
mfz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 o7.0 < ‘
21.50
m/z 43.05 94.51%
0 \‘ L “ ! ‘ 1390 1820 2230  280.0
\\\‘\ \\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)-
57.0
LN \
97.0 21.50
5000 ITI/Z 83.05 78.23%
ozz.L ‘ ‘ M‘ | 1399 1820 2240 2800
e i : T
miz--> 50 100 150 200 250 300
Abundance #244232: Cyclotetracosane = ‘
43.0 83.0 21.50
' m/z 69.00 68.36%
5000
25.0
oL L1111 1670 2100 2500 2930 3360
e A B
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\BG111122\
Data File : BG@55561.D

Acq On : 11 Nov 2022 10:53

Operator : CG/JU

Sample : N5360-02

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Diethylene glycol dibenzoate Concentration Rank 4

20221113-COMP-12

R.T EstConc Area Relative to ISTD R.T.
21.625 9.94 ng 479022  Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 91
2 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 59
3 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 49
4 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 43
5 N-(5-Pyrimidinyl)benzamide 199 C11H9N30 103854-65-5 35

Abundance Scan 3121 (21.625 min): BG055561.D\data.ms (-3116) (- | m/z 105.00 100.00%
105.0
> 149.0
5000
51.0 21 50 22 00
obrrrfrth b 2080 2820 3411 y/; 149 06 81.09%
m/z--> 50 100 150 200 250 300 350
Abundance #216951: Diethylene glycol dibenzoate
1050 149.0
5000
21 50 22 00
m/z 77.00 43.58%
51.0
0 | 192.0
\\\\‘\f\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0
21 50 22 00
5000 ITI z 51.00 11.63%
45.0
ok ‘uﬁﬂ‘uw .
m/z--> 50 100 150 200 250 300 350
Abundance #27263: 2-(2-Carboxyvinyl)pyridine, trans
104.0 149.0 21 50 22 00
m/z 150.00 8.39%
5000
51.0
OHHJHH‘H‘HH‘HH‘HH‘HH‘HH‘\ e e
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55561.D

Acqg On : 11 Nov 2022 10:53

Operator : CG/JU

Sample : N5360-02 :
Misc : 20221113-COMP-12

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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|
Butane, 2-metho... 3.329 22.9 ng 353194 1 8.270 307822 20.0
2-Pentanone, 4-... 5.326 14.8 ng 226992 1 8.270 307822 20.0
Morpholine, 4-p... 15.514 3.4 ng 97605 3 14.886 575481 20.0
Oxybis(propane-... 16.032 10.8 ng 310734 3 14.886 575481 20.0
n-Hexadecanoic ... 18.487 3.4 ng 125649 4 17.624 743132 20.0
2-Methyltetraco... 19.604 2.6 ng 98567 4 17.624 743132 20.0
5-Eicosene, (E)- 21.531 5.8 ng 277522 5 21.925 963613 20.0
Diethylene glyc... 21.625 9.9 ng 479022 5 21.925 963613 20.0
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