LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS Vvial : 19 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-BP©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@@5208.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.293 370 375 384 rVB 163573 246249 20.75% 1.792%
2 6.875 634 644 657 rBvV 157593 270804 22.82% 1.971%
3 7.693 775 783 791 rBV 104526 168019 14.16% 1.223%
4 8.475 909 916 921 rBV 40780 78083 6.58% 0.568%
5 8.851 974 980 990 rBV 100195 170677 14.38%  1.242%
6 9.669 1112 1119 1131 rBvVi1e 19159 63881 5.38% 0.465%
7 10.357 1230 1236 1240 rBV5 18948 35819 3.02% 0.261%
8 10.486 1247 1258 1265 rBV 143537 282678 23.82% 2.057%
9 10.604 1273 1278 1283 rVB4 34148 54935 4.63% 0.400%
10 10.951 1333 1337 1344 rVB7 20382 44992 3.79% 0.327%
11 11.022 1344 1349 1353 rBV5 23074 49534  4.17% 0.361%
12 11.175 1366 1375 1382 rVB7 39859 90070 7.59% 0.656%
13 11.245 1383 1387 1394 rBV9 16656 34839 2.94% 0.254%
14 11.392 1407 1412 1420 rBV9 24202 54622 4.60% 0.398%
15 11.533 1429 1436 1438 rBV5 32744 72485 6.11% ©.528%
16 11.681 1456 1461 1465 rBV5 38054 60774 5.12% 0.442%
17 12.228 1550 1554 1560 rBV4 40543 77828 6.56% 0.566%
18 12.292 1561 1565 1573 rBV7 30685 66969 5.64% 0.487%
19 12.357 1573 1576 1580 rBV6 28507 45202 3.81% 0.329%
20 12.410 1581 1585 1591 rBV 132608 225738 19.02% 1.643%
21 12.492 1596 1599 1604 rVB4 43674 71348 6.01% ©0.519%
22 12.775 1644 1647 1652 rVB4 81111 109583 9.23% 0.798%
23 12.833 1653 1657 1663 rBV7 57133 118441 9.98% 0.862%
24 12.886 1663 1666 1669 rBv4 40859 45760 3.86% ©0.333%
25 12.933 1670 1674 1675 rBv4 67228 89111 7.51% 0.649%
26 12.963 1675 1679 1689 rVB 247267 399784 33.69% 2.910%
27 13.045 1689 1693 1698 rVB7 47898 100109 8.44% 0.729%
28 13.122 1702 1706 1713 rVB5 144952 255818 21.56% 1.862%
29 13.622 1787 1791 1795 rBV4 128900 208341 17.55% 1.516%
30 13.704 1802 1805 1812 rVB6 109024 225128 18.97% 1.639%
31 13.769 1812 1816 1820 rBV 236170 315717 26.60%  2.298%
32 14.086 1866 1870 1875 rBv5 157110 323177 27.23% 2.352%
33 14.180 1882 1886 1893 rVB3 440604 723385 60.95% 5.265%
34 14.257 1895 1899 1904 rVB4 155379 231090 19.47% 1.682%
35 14.322 1905 1910 1912 rBV3 260035 479566 40.41%  3.491%

36 14.357 1913 1916 1920 rVB2 298828 404771 34.11% 2.946%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS Vvial : 19 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-BP©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.145 2046 2050 2055 rBV2 520573 793867 66.89% 5.778%
38 19.157 2729 2732 2738 rVB 929735 1186814 100.00% 8.638%
39 21.209 3076 3081 3086 rBV3 522023 1030461 86.83% 7.500%
40 21.256 3086 3089 3097 rVB 437175 556533 46.89% 4.051%
41 21.815 3182 3184 3187 rBV = 129497 144306 12.16% 1.050%
42 21.851 3187 3190 3195 rVB 559431 656870 55.35% 4.781%
43 22.498 3298 3300 3304 rVB2 89810 108899 9.18% 0.793%
44 22.798 3345 3351 3357 rBV2 236715 739392 62.30% 5.382%
45 23.298 3432 3436 3442 rVB 142843 253553 21.36% 1.845%
46 23.398 3448 3453 3460 rVB 229827 421951 35.55% 3.071%
47 23.498 3465 3470 3475 rVV2 183419 310042 26.12%  2.257%
48 23.698 3500 3504 3511 rVB2 160310 268586 22.63%  1.955%
49 24.045 3559 3563 3572 rVB2 160356 306617 25.84% 2.232%
50 25.292 3771 3775 3784 rVB3 132053 316463 26.66%  2.303%

51 26.668 4004 4009 4020 rVB1le 116552 349341 29.44%  2.543%

Sum of corrected areas: 13739022
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP005208.D\data.ms
3500000

3000000
2500000
2000000
1500000
1000000

500000

5.293 6.875 10,48
0 I 7.693 8.475 8.851 9.669 10.3@660401@@9?@
LI ‘ T T T ‘ T T T ‘ T T T T ’ T T T 7 ’ T 1T T 7T ’ T 1 T 7T ‘ 1 17T ‘ L ‘ L ‘ 1 T 7T ‘ T 1 7T ‘ T T 17 7T ‘ T T 1T 7T ‘ T T T ‘ L ‘ L ‘ LI

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP005208.D\data.ms
3500000 19.157

3000000
2500000
2000000

1500000
15.145

1000000 14186

| R
S

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP005208.D\data.ms
3500000

I D
500000 120637 135 a:-‘a'.x';'..f

!

3000000

2500000

2000000

1500000

21.209

1000000 211256 21.851

500000

22.798
22.498 2% 6984.045 25.292 26.668
/\MMM\MVM/MMW

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T
Time--> 21.00 2150 22.00 2250 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\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknownl1l.175 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.175 6.37 ng 90070 Naphthalene-d8 10.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO02 006588-68-7 38
2 1-Ethyl-3-propyladamantane 206 C15H26 019385-94-5 38
3 1-Tyrophanamide 180 C9H12N202 1000131-25-3 35
4 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 27
5 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 25

Abundance Scan 1375 (11.175 min): BP005208.D\data.ms (-1366) (-  m/z 177.30 100.00%

177.3
107.1
5000
41.1
LB %
UL
bl AL, 2656 3624 46915320 ., 163,20  88.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68597: 1,2-Dimethyl-5-nitroadamantane
107.0168.0
5000 ol ol
11.00 11.50
41.0 m/z 107.10 64.84%
\‘!‘J‘ld\l”\m‘!‘”“\%\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66209: 1-Ethyl-3-propyladamantane
163.0
T —
11.00 11.50
5000 ITI/Z 121.20 47 .70%
93.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #46154: |-Tyrophanamide T —
163.0 11.00 11.50
m/z 81.10 38.41%
5000 107.0 Mwwwmwfwjﬁfwxﬁwa\/
44.0
A — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknownll.534 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.534 5.13 ng 72485 Naphthalene-d8 10.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[3,3,1,1(3,7)]decane, 1-... 181 C11H19NO 067496-96-2 18
2 1,7,7-Trimethyl-2-vinylbicyclo[2... 162 C12H18 130930-56-2 18
3 1-Acetyl-3-phenylurea 178 C9H1ON202 000102-03-4 14
4 O-Nitroacetophenone oxime 180 C8H8N203 010342-62-8 11
5 Benzoic acid, 4-methyl-, 1-methy... 192 C12H1602 100556-51-2 11

Abundance Scan 1436 (11.533 min): BP005208.D\data.ms (-1429) (-  m/z 149.20 100.00%

149.2
69.1
5000

| s
Hnl.ﬁh J”JFO713}42380J'44435465 n/z 119.20  90.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46420: Tricyclo[3,3,1,1(3,7)]decane, 1-ol-3-aminomethy/|
95.0
163.0

5000 e
11.50
‘ m/z 95.18  78.05%
AM‘L V.l N ‘ | |
‘ L ‘ L ‘ T ’ TT1T ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32337: 1,7,7-Trimethyl-2-vinylbicyclo[2.2.1]hept-2-ene

3

119.0
T \
11.50
5000 41.0 m/z 69.10 61.40%
T Y —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44531: 1-Acetyl-3-phenylurea T ‘
119.0 11.50
m/z 55.10 53.78%
5000
43.0 178.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

8270E-BP032321.M Wed Apr 07 08:41:14 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknownl2.228 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.228 5.51 ng 77828 Naphthalene-d8 10.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Imidazolo[1,2-a]pyrimidine-2,5(1... 179 C8H9N302 053854-19-6 38
2 2,4,6-Trimethyl-7-oxo0-4,7-dihydr... 179 C7HO9N50 025623-78-3 37
3 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 35
4 2-Amino-4,6-pteridinediol 179 C6H5N502 005979-01-1 35
5 1,8(2H,5H)-Isoquinolinedione, 6,... 179 C9HINO3 037704-54-4 22
Abundance Scan 1554 (12.228 min): BP005208.D\data.ms (-1550) (- m/z 179.25 100.00%
179.3
109.2
50007 41.1
T ——
| } I :
bbbt o 237.2295.5  386.8 4653 536.3 /7 109.20  57.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44993: Imidazolo[1,2-a]pyrimidine-2,5(1H,3H)-dione, 3,7
179.0
109.0
5000 —r— —
39.0 12.00 12.50
’ m/z 81.10 52.93%
Hllll“lA“\”\ \‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44957: 2,4,6-Trimethyl-7-oxo0-4,7-dihydro-triazolo(3,2-c)
179.0
—— ——
12.00 12.50
5000, 67.0 m/z 69.10  44.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56442: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,! P ——
179.0 12.00 12.50
m/z 67.10 44.05%
5000 69.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.410 15.97 ng 225738 Naphthalene-d8 10.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 87
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 74
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 64
4 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 62
5 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 001590-08-5 52

Abundance Scan 1585 (12.410 min): BP005208.D\data.ms (-1581) (-  m/z 118.15 100.00%
118.2

5000

A

39.1 l ’ 773 12,50

D UMGMLETTS | 2760 3552 46735258 . 145 20 69.57%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-

118.0

o

5000 T

12.50
m/z 160.20 56.93%
51.0 ‘ '
i ‘J \L M | “ “ |

‘\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0

12.50
5000 m/z 117.10  45.30%

39.0

L ‘1 i J | ‘J"ﬂ |

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

Abundance #30930: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- ——
118.0 12.50

m/z 105.10  33.18%

5000

i uth \Iﬂ J |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50

390 |
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknownl2.775 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.775 5.41 ng 109583  Acenaphthene-die 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptyne, 5-methyl- 110 C8H14 061228-09-9 38
2 3,5-Octadiene, (Z,Z)- 110 C8H14 007348-80-3 35
3 Cyclopentane, 1l-ethenyl-3-ethyl-... 138 C10H18 055170-98-4 35
4 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 30
5 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 27

Abundance Scan 1647 (12.775 min): BP005208.D\data.ms (-1644) (- m/z 81.10 100.00%

81.1
179.3
5000
P e
il
- ‘W LY Ju'“vu" sl 2679 3366 41634767 544 /7 179.30  65.42%
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #5927: 3-Heptyne, 5-methyl-
81.0
P e
5000 12.50 13.00
m/z 110.15 58.80%
\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
miz--> 100 150 200 250 300 350 400 450 500
Abundance #5939: 3,5-Octadiene, (Z,2)-
81.0
P e
12.50 13.00
5000 m/z 149.20 50.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #16989: Cyclopentane, 1-ethenyl-3-ethyl-2-methyl- —— ——
81.0 12.50 13.00
m/z 41.10 49.41%
\”‘\H“m-o, S— S—
m/z--> 50 100 150 200 250 300 350 400 450 500 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknownl2.833 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.833 5.85 ng 118441  Acenaphthene-die 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 50
2 Benzene, 1-(1-methylethenyl)-4-(... 160 C12H16 002388-14-9 49
3 1H-Indene, 2,3-dihydro-1,1,4-tri... 160 C12H16 016204-72-1 46
4 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 46
5 1H-Indene, 2,3-dihydro-1,1,6-tri... 160 C12H16 014276-95-0 46

Abundance Scan 1657 (12.833 min): BP005208.D\data.ms (-1653) (-  m/z 145.20 100.00%
145.2

5000

i

69.1

“ | L83 12.50 13.00

|
L2D83260.0 3378 421.14840548. ./, 19339 27.22%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #30939: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-
145.0

5000 T
12.50 13.00

m/z 160.15 26.35%

700,

hum
‘\\\1[\Tf\[\f\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #30952: Benzene, 1-(1-methylethenyl)-4-(1-methylethyl)-
145.0

)

12.50 13.00
5000 m/z 119.15  25.22%

41.0
\‘H ik l th \

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

Abundance #30904: 1H-Indene, 2,3-dihydro-1,1,4-trimethyl-
145.0 12.50 13.00

m/z 93.10 23.14%

4

5000

i

39.0
Dby \H|

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Decahydro-4,4,8,9,10-pentam... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.122 12.64 ng 255818  Acenaphthene-die 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 87
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
3 Propanamide, N-(4-methoxyphenyl)... 193 C11H15NO2 1000307-32-2 27
4 2-Anthracenamine 193 C14H11N 000613-13-8 27
5 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 22
Abundance Scan 1706 (13.122 min): BP005208.D\data.ms (-1702) (-  m/z 193.30 100.00%
193.3
95.1
5000
=T —
‘ ‘ 13.00 13.50
5L L) 297036124257 5280 [/, 95.1p  62.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 — ——
13.00 13.50

55.
m/z 123.20 57.46%

! ( |

‘HH‘HH‘H\\f\\u‘u\\‘HH‘HH‘HH“H\“H\‘HH‘\

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

Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
1938.0

—— ——
123.0 13.00 13.50
5000 m/z 81.10 50.19%

42.0

N VR
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55328: Propanamide, N-(4-methoxyphenyl)-2-methyl- e e
123.0 13.00 13.50
m/z 55.10 49.35%

5000 193.0

43.0

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 (1,4-Dimethylpent-2-enyl)be... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.622 10.29 ng 208341  Acenaphthene-die 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 94
2 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 76
3 1-Methyl-2-cyclohexylbenzene 174 C13H18 004501-35-3 64
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 38
5 Pentanoic acid, 2-(benzylideneam... 233 C14H19NO2 075691-28-0 27
Abundance Scan 1791 (13.622 min): BP005208.D\data.ms (-1787) (-  m/z 131.20 100.00%
131.2
5000
—— —
o8t Il }M 92.3 13.50 14.00
Ml 26393282 4182 5267 ./, 118 19 88.98%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41149: (1,4-Dimethylpent-2-enyl)benzene
131.0
5000 S e
13.50 14.00
41.0

\ m/z 174.25  75.19%

Ll L

‘H\\‘\H‘r‘u L L L R R I B B L R L L R

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

Abundance #41148: Benzene, 1-cyclohexyl-3-methyl-
131.0

=

— —
13.50 14.00

5000 m/z 105.10  71.50%

39.0

A i HI I

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

3

Abundance #41143: 1-Methyl-2-cyclohexylbenzene 7 —
174.0 13.50 14.00
m/z 91.10 60.50%
‘\\4\]\7"9‘\0‘“‘\\‘\HL\u‘uu‘\u\‘\u\‘\m‘\m‘\m‘uu‘\ e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknownl3.704 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.704 11.12 ng 225128  Acenaphthene-die 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid, 4-(1,1-dimet... 206 C13H1802 003549-23-3 46
2 4'-Diethylaminoacetanilide 206 C12H18N20 005326-57-8 38
3 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 38
4 2(3H)-Thiazolone, 4-(4-methylphe... 191 C10HONOS 1000338-15-1 35
5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 35

Abundance Scan 1805 (13.704 min): BP005208.D\data.ms (-1802) (-  m/z 191.30 100.00%
191.3

5000

-

67.1

1312
T —
‘ H 13.50 14.00
NN 268.8 355.1416.6475.3 541.1 m/z 145.20 42.64%

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

Abundance #66041: Benzeneacetic acid, 4-(1,1-dimethylethyl)-, meth
191.0

3

5000 131.0 — —r
13.50 14.00
m/z 131.20 34.13%
65.0 ’
‘\‘\‘\‘\““\‘\\‘\‘\“\LH!\\[‘\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65832: 4'-Diethylaminoacetanilide
191.0
—r— —r
13.50 14.00
5000 m/z 105.10 33.93%
430 1190
| L - n y - I
AR B a o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66110: Phenol, 2,5-bis(1,1-dimethylethyl)- —— ——
191.0 13.50 14.00
m/z 118.10 33.63%
5000
57.0
’ 115.0
‘m“‘W‘ﬂ‘\"”‘\“‘”f“w“‘M ‘luH‘HH“‘H‘HHWHWH‘HH“ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknownl3.769 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.769 15.60 ng 315717 Acenaphthene-d10 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 58
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 37
3 2-Phenylindolizine 193 C14H11N 025379-20-8 27
4 1-Anthracenamine 193 C14H11N 000610-49-1 27
5 9-Vinylcarbazole 193 C14H11N 001484-13-5 22

Abundance Scan 1816 (13.769 min): BP005208.D\data.ms (-1812) (-  m/z 193.30 100.00%

1938.3
5000, 691
= —
1] b
A ﬂl M x uw 2kt 28113443 4169 5284 . 6o 10 4g.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 —— —
55. 13.50 14.00
m/z 83.10 40.63%
\\\‘\}1\\‘1\‘\‘\“\\‘1\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
— —
13.50 14.00
5000{ 55.0 m/z 123.20 39.44%
\IMW M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55492: 2-Phenylindolizine T T
193.0 13.50 14.00
m/z 95.10 37.38%
5000
39.0
‘ 115.0
"Jl“ﬁh«"ukh“‘H"""""_"""H_WW_WW_ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BP032321.M Wed Apr 07 08:41:18 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 unknownl14.180 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.180 35.74 ng 723385  Acenaphthene-die 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 49
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
3 Benzo[f]quinoline, 3-methyl- 193 C14H11N 000085-06-3 18
4 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 18
5 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 16

Abundance Scan 1886 (14.180 min): BP005208.D\data.ms (-1882) (-  m/z 193.30 100.00%
193.3

5000

—

\ Ml J\} \‘.M " 14.00 14.50

ST LT ‘m“2‘7%9‘3‘?9‘?‘“?9‘1“‘““4‘7‘92‘53‘7‘5 m/z 97.20  58.56%

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

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0

o

%

123.0

5000 — e
55. 14.00 14.50
m/z 69.10 55.63%
}H\‘ H

‘H\\‘H‘\\‘HH‘HH‘HH‘\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\

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

Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 193.0

5

14.00 14.50
5000 m/z 109.20  49.80%

1 Hml. .

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

=

Abundance #55507: Benzolflquinoline, 3-methyl-
193.0 14.00 14.50
m/z 95.15 48.09%
e WW
O Y O S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 unknownl4.257 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.257 11.42 ng 231090  Acenaphthene-die 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,5,5,6,1a-Pentamethyl-cis-1a,4a... 208 C14H240 1000215-77-9 18
2 Bicyclo[3.1.1]heptane-2-carboxal... 152 C1@H160 004764-14-1 15
3 1-Propanone, 1-(4-fluorophenyl)- 152 C9H9FO 000456-03-1 14
4 1,3-Benzenediamine, 4-methoxy- 138 C7H10ON20 000615-05-4 14
5 o-Fluoroacetophenone 138 C8H7FO 000445-27-2 14

Abundance Scan 1899 (14.257 min): BP005208.D\data.ms (-1895) (.  m/z 123.20 100.00%

28.2
5000 41.1
193.3
\ ‘ 14.00 14:50
Ll 2811 3561 4286 5196 m/z 118.15  70.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67886: 2,5,5,6,1a-Pentamethyl-cis-1a,4a,5,6,7,8-hexahy
1238.0
5000 43.0
14 00 14 50
208.0 m/z 81.10 50.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25345: Bicyclo[3.1.1]heptane-2-carboxaldehyde, 6,6-din
41.0
—— ——
14.00 14.50
5000 1230 m/z 41,10  50.72%
Al
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26176: 1-Propanone, 1-(4-fluorophenyl)- T —
123.0 14.00 14.50
m/z 55.10 50.15%
5000
280 || | |
————— — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP032321.M Wed Apr 07 08:41:20 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknownl5.145 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.145 39.23 ng 793867  Acenaphthene-die 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 49
2 Bicyclo[4.1.8]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 46
3 2,2-Dimethylocta-3,4-dienal 152 C10H160 000590-71-6 43
4 photocitral A 152 C10H160 055253-28-6 38
5 4-Fluoro-N-(1H-tetrazol-5-yl)ben... 207 C8H6FN50 1000306-76-6 38
Abundance Scan 2050 (15.145 min): BP005208.D\data.ms (-2046) (-  m/z 123.20 100.00%
128.2
5000 55,
207.3
e e
} \ 15.00 15.50
0 "\““m\H‘M‘“J‘w““u;”'ﬁ% Lid | 28113454 41494716 543 |/, g1 16 49.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79089: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one
128.0
43.0
5000 e —
2920 15.00 15.50
' m/z 95.20 46.58%
\J%d‘ll\‘gll\l‘\ll\\‘\\\L“‘\HJ\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78743: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thiaz
123.0
55.0
e e
15.00 15.50
5000 m/z 69.10 45 .51%
‘ \ 222.0
il L ]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25153: 2,2-Dimethylocta-3,4-dienal —— —
123.0 15.00 15.50
m/z 109.20 44.74%
41.0
5000
JH“‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Strychnidin-10-one, 2,3-dim... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.851 12.75 ng 656870 Chrysene-d12 21.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Strychnidin-10-one, 2,3-dimethox... 410 C23H26N205 017301-81-4 64
2 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 52
3 6,9-Methanobenzo[h]pentaphene-5,... 410 C27H2204 057427-50-6 47
4 3-Acetyl-1-(3,4-dimethoxyphenyl)... 410 C23H26N205 090140-65-1 40

5 9-Chloro-4,5-dihydro-4-[3,4,5-tr... 410 C22H19CIN204 1000212-48-1 33

Abundance Scan 3190 (21.851 min): BP005208.D\data.ms (-3187) (- m/z 410.55 100.00%
410.6

57.1
5000

190.3 — -
2150  22.00
1151 || 307.4
‘m‘,mWml‘h‘wh_‘2““?“3“_”””‘ A7535353 /7 57.10  62.05%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #215621: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410.0

o

5000 — —T—

21.50 22.00

m/z 395.50 31.38%
77.0 1350 203.0 280.0 5p5i

9“\ u‘ " hn Jﬂ u\ i m. - m Jl m Jl ||. nn b ) | "

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

Abundance #215860: Ferrocene, 1,1',3,3'-tetrakis(1,1-dimethylethyl)-
410.0

T ——
21.50 22.00
5000 m/z 411.55 30.91%

56.0 134.0198.0 266.0 33?30 |

‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\l\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\

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

Abundance #215867: 6,9-Methanobenzo[h]pentaphene-5,10,15,16-te — ——
410.0 21.50 22.00

m/z 190.30  19.16%

5000
104.0

l ‘ 277.0
[l

410‘ 197.0 F
i il 4, 38

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

8270E-BP032321.M Wed Apr 07 08:41:21 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Pentadecanal- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

22.498 7.02 ng 108899 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 72
2 E-2-Tetradecen-1-o0l 212 C14H280 1000130-83-7 64
3 Tetracosanal 352 (C24H480 057866-08-7 64
4 Benzocyclodecene, tetradecahydro- 194 C14H26 061142-06-1 60
5 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 55

Abundance Scan 3300 (22.498 min): BP005208.D\data.ms (-3298) (-  m/z 82.10 100.00%

82.1
5000
” ‘ 47.1206.3 22:50
280.3  363.4 ‘
L y"‘ bbb 220704204 8140 s 5710 64.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82955: Pentadecanal-
82.0
5000 L
22.50
m/z 43.10 61.69%
\‘\\\‘\ \‘j\'\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71314: E-2-Tetradecen-1-ol
57.0
——
22.50
5000 ITI/Z 69.10 59.27%
x.”\\#f.mw, WJM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185525: Tetracosanal —
82.0 22.50
334.0 m/z 96.10 58.25%
o WWWAMNWM
pzo, 0 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.298 16.36 ng 253553 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 95
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
3 Benzo[e]pyrene 252 C20H12 000192-97-2 93
4 Perylene 252 C20H12 000198-55-0 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89

Abundance Scan 3436 (23.298 min): BP005208.D\data.ms (-3432) (-  m/z 252.30 100.00%

252.3
5000
— = e
£51 125.1 23.00 23.50
ol 2%t ). 1893, | 3133 3855 47525366 ./, y56.20 29.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104218: Benzo[a]pyrene
252.0
5000 s LSVAt
23.00 23.50
m/z 253.25 22.49%
126.0
63.0 ,| 1870 |
\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104229: Benz[e]acephenanthrylene
252.0
e o
23.00 23.50
5000 ITI/Z 125.10 11.68%
126.0
63.0 || 1870, |
R B R R e L R SRR R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzol[e]pyrene — —
252.0 23.00 23.50
m/z 251.25 9.87%
5000
125.0
630 ,| 1870, |
R AR R — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 1,21-Docosadiene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.698 17.33 ng 268586 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,21-Docosadiene 306 C22H42 053057-53-7 93
2 Z-13-Octadecen-1-yl acetate 310 C20H3802 060037-58-3 93
3 Pentadecanal- 226 C15H300 002765-11-9 91
4 16-Octadecenal 266 C18H340 056554-87-1 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91

Abundance Scan 3504 (23.698 min): BP005208.D\data.ms (-3500) (-  m/z 82.15 100.00%

82.2
5000
" 2350 2400
362.6 . - -
_H«‘,u‘ i H’f\?ﬁ mwuH“mw“ﬁ‘?:?wﬁf‘?; m/z 57.10 91.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #149983: 1,21-Docosadiene
55.0
5000 — —
23.50 24.00
m/z 96.10  75.35%
4.0 306.0
AT, 2080 7
‘\\‘1!"‘\“\‘\“\!\'\fl\\\\‘\\\\‘\‘\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #153141: Z-13-Octadecen-1-yl acetate
53.0
— ——
23.50 24.00
5000 m/z 43.10 68.87%
F‘l 0 250.0
B IR S ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82954: Pentadecanal- 7 —
82.0 23.50 24.00
m/z 83.10 63.95%
- M
U, 2o
T
‘m,H‘_H‘_H‘_H‘_HWH“‘m“m‘uu‘mm — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.045 19.78 ng 306617 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86

Abundance Scan 3563 (24.045 min): BP005208.D\data.ms (-3559) (-  m/z 57.10 100.00%
57.1

5000

—

_m},l “WHW“J?ZG?“O“5033 m/z 71.10  86.91%

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

Abundance #141426: Heneicosane
57.0

%

5000
24.00

m/z 85.20  60.66%
L HF% ' 197.0  296.0

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

—

Abundance #94346: Heptadecane
57.0
24.00
5000 ITI/Z 43.10 55.78%
70
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194505: Heneicosane, 11-pentyl- T
43.0 24.00
m/z 99.20  25.99%
5000
224.0
‘ ’ 295.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Tetradecanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.292 20.41 ng 316463 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanal 212 C14H280 000124-25-4 83
2 Cyclododecanol 184 C12H240 001724-39-6 78
3 13-Docosen-1-0l1, (Z)- 324 C22H440 000629-98-1 76
4 1,21-Docosadiene 306 C22H42 053057-53-7 59
5 Pentadecanal- 226 C15H300 002765-11-9 58

Abundance Scan 3775 (25.292 min): BP005208.D\data.ms (-3771) (- m/z 57.10 100.00%
57.1

5000

-

4.2 : ‘
278.1 25.00 25.50
ﬂﬁ.\.m, o2 344.4 A18.5 487 7549,

L ¥ LN W m/z 82.10  96.63%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #71299: Tetradecana

o

I3:]
~Jl
o

— —
25.00 25.50
m/z 43.10 80.54%

°

5000 ‘

This

prT ’H‘\‘\‘Hw‘\u\“HH‘HH“H\|HH|\H\|HH|HH|\

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

[y
o)}
[e¢]
o

Abundance #48731: Cyclododecano
82.0
—— —
25.00 25.50
5000 ITI/Z 96.20 71.72%
H ’ 140.0
L. 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164554: 13-Docosen-1-ol, (2)- — —
82.0 25.00 25.50

o

m/z 97.15 62.86%

5000
306.0

2.0
18'|px | J|\\ HPF\\ |y \212?"0\ ]

- \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.00 25.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 .gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.668 22.54 ng 349341 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 90
2 .beta.-Sitosterol 414 C29H500 000083-46-5 70
3 Pregn-5-en-3-0l, 21-bromo-20-met... 394 C22H35BroO 055103-80-5 68
4 Pyridine-2-carboxylic acid, (4-a... 213 C12H11N30 1000317-78-7 14
5 5-Cholesten-3.beta.-acetoxy-24-t... 460 C29H4802S 1000253-09-1 12

Abundance Scan 4009 (26.668 min): BP005208.D\data.ms (-4004) (-  m/z 43.10 100.00%

43.1 107.1
2133
5000 320.4 414.6
73.4 — —
‘ ‘ 26.50 27.00
AL T ““‘\\““ b 28948470 107,10 89.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217435: .gamma.-Sitosterol
43.0
5000 e —
07.0 26.50 27.00
‘ m/z 105.10 87.63%
31.0 329.0
T ‘HH H‘ ‘“mh\‘H\h“\‘\‘m\m\‘uﬁ\\ ‘1“ ‘ L \’\\\\\’\\\l\m‘ \“\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217432: .beta.-Sitosterol
43.0
—— —
26.50 27.00
5000 m/Z 91.10 82.50%
107.0 414.0
3.0
‘J\“JJJ“AAI\,‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta. — —
41.0 107.0 394.0 26.50 27.00
’ 283.0 9
m/z 93.10 81.15%
5000
213.0
il I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5208.D

Acqg On : 06 Apr 2021 21:41
Operator : CG/JU

Sample : M1900-03 2X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown11.175 11.175 6.4 ng 90070 2 10.486 282678 20.0
unknownl1.534 11.534 5.1 ng 72485 2 10.486 282678 20.0
unknown12.228 12.228 5.5 ng 77828 2 10.486 282678 20.0
Naphthalene, 1,... 12.410 16.0 ng 225738 2 10.486 282678 20.0
unknown12.775 12.775 5.4 ng 109583 3 14.357 404771 20.0
unknown12.833 12.833 5.8 ng 118441 3 14.357 404771 20.0
Decahydro-4,4,8... 13.122 12.6 ng 255818 3 14.357 404771 20.0
(1,4-Dimethylpe... 13.622 10.3 ng 208341 3 14.357 404771 20.0
unknownl3.704 13.704 11.1 ng 225128 3 14.357 404771 20.0
unknownl13.769 13.769 15.6 ng 315717 3 14.357 404771 20.0
unknown14.180 14.180 35.7 ng 723385 3 14.357 404771 20.0
unknown14.257 14.257 11.4 ng 231090 3 14.357 404771 20.0
unknown15.145 15.145 39.2 ng 793867 3 14.357 404771 20.0
Strychnidin-10-... 21.851 12.8 ng 656870 5 21.221 1030460 20.0
Pentadecanal- 22.498 7.0 ng 108899 6 23.498 310042 20.0
Benzo[e]pyrene 23.298 16.4 ng 253553 6 23.498 310042 20.0
1,21-Docosadiene 23.698 17.3 ng 268586 6 23.498 310042 20.0
Heneicosane 24.045 19.8 ng 306617 6 23.498 310042 20.0
Tetradecanal 25.292 20.4 ng 316463 6 23.498 310042 20.0
.gamma.-Sitosterol 26.668 22.5 ng 349341 6 23.498 310042 20.0
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