LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48984.D

Acqg On : 15 Jun 2021 19:23
Operator : CG/JU

Sample : M2672-18

Misc :

ALS Vvial : 12 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-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48984.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.158 16 20 33 rVvB 104827 183082 6.00%  1.240%
2 3.281 37 41 49 rVB 71134 101221 3.32% 0.685%
3 5.191 361 366 374 rBv4 16533 32221 1.06% 0.218%
4 5.667 440 447 454 rBV 727811 1196573 39.20% 8.102%
5 5.731 454 458 469 rVB3 23527 64538 2.11% 0.437%

7.271 712 720 730 rBV 728395 1306608 42.81% 8
8.117 855 864 870 rBV 124064 220073 7.21% 1
9.280 1055 1062 1071 rVB 446579 812769 26.63% 5.503%
10.702 1298 1304 1312 rBvV2 26696 50140 1.64% ©
10 10.937 1334 1344 1351 rBV 159518 294200 9.64% 1

11 13.381 1753 1760 1767 rBV 1076202 1692069 55.44% 11.457%
12 14.756 1988 1994 2002 rVB 272363 430136 14.09% 2.913%
13 16.155 2227 2232 2238 rBV2 55633 76767 2.52% ©.520%
14 16.243 2240 2247 2261 rVV 1057169 1633738 53.52% 11.063%
15 17.506 2455 2462 2468 rBV 378927 585707 19.19%  3.966%

16 17.623 2476 2482 2486 rBV2 65163 91757 3.01% 0.621%
17 18.164 2570 2574 2579 rVB4 27204 42202 1.38% ©.286%
18 18.387 2607 2612 2623 rBv2 153723 223022 7.31% 1.510%
19 19.656 2823 2828 2838 rBv2 101199 133518 4.37%  0.904%

20 20.115 2900 2906 2912 rVB 2269741 3052299 100.00% 20.668%

21 20.790 3014 3021 3030 rBV = 224323 343186 11.24%  2.324%
22 20.873 3032 3035 3038 rvv2 31171 36824 1.21% 0.249%
23 20.914 3038 3042 3047 rVWW4 25727 37157 1.22% 0.252%
24 21.431 3125 3130 3136 rBV 141112 224104  7.34% 1.517%
25 21.683 3169 3173 3179 rVB2 57203 84997 2.78% ©.576%
26 21.795 3185 3192 3202 rVB2 386643 676481 22.16% 4.581%
27 22.007 3223 3228 3232 rVB2 28253 42318 1.39% ©.287%
28 22.641 3331 3336 3341 rBV6 26539 51604 1.69% ©0.349%
29 23.023 3396 3401 3407 rVB5 36681 69099 2.26% 0.468%
30 23.323 3445 3452 3464 rBV5 93164 258140 8.46% 1.748%
31 25.132 3749 3760 3771 rBV2 224908 688406 22.55% 4.661%
32 26.519 3990 3996 3998 rBV6 17512 33280 1.09% 0.225%

Sum of corrected areas: 14768236
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Jun 2021 19:23
: CG/JU
. M2672-18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061521\
BGO48984.D

: 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance
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0

Time-->
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TIC: BG048984.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48984.D

Acqg On : 15 Jun 2021 19:23
Operator : CG/JU

Sample : M2672-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Butane, 2-chloro-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.158 16.64 ng 183082 1,4-Dichlorobenzene-d4 8.111

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-chloro-2-methyl- 106 C5H11C1 000594-36-5 83
2 Carbonic acid, neopentyl 2-penty... 202 C11H2203 1000357-85-4 25
3 Trans-3-methylpent-3-ene-5-o0l 100 C6H120 030801-95-7 25
4 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 25

5 2-[Dimethyl(pentafluorophenyl)si... 326 C13H15F502Si 1000216-80-8 23

Abundance  Scan 20 (3.158 min): BG048984.D\data.ms (-16) (-) m/z 71.15 100.00%

71.2
5000

’ 3.20 340 3.60

ol Alllyr200 1062 44740 16 ge.osy

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #5029: Butane, 2-chloro-2-methyl-
41.0

5000 L B an e
3.20 3.40 3.60

m/z 55.10 76.20%

1.0
‘\I\HHW\L‘\JH \"‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #62465: Carbonic acid, neopentyl 2-pentyl ester
71.0

3.20 3.40 360

o

‘ M ‘ ‘ o \/L

o“‘\\\\‘\\“\“\\‘\“”H\‘HH“H"HH’HH‘HH‘HH

miz-> 0 50 100 150 200 250 300 350 400

Abundance #3932: Trans-3-methylpent-3-ene-5-ol T
71.0 3.20 3.40 3.60

m/z 77.10 61.50%

A L‘H L jk

m/z--> 0 50 100 150 200 250 300 350 400 3.20 3.40 3.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48984.D

Acqg On : 15 Jun 2021 19:23
Operator : CG/JU

Sample : M2672-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 3-Buten-2-o0l, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.281 9.20 ng 101221 1,4-Dichlorobenzene-d4 8.111

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 80
2 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 72
3 3-Penten-2-0l 86 C5H100 001569-50-2 64
4 Acetic acid, (1,2-dimethyl-1-pro... 128 C7H1202 003814-41-3 64
5 Pentane, 2,2'-oxybis- 158 C10H220 056762-00-6 64
Abundance  Scan 41 (3.281 min): BG048984.D\data.ms (-37) (-) m/z 43.10 100.00%

431 711
5000

3.20 3.40 3.60

M | N - Sy M S R PP
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1791: 3-Buten-2-ol, 2-methyl-
71.0
43.0
5000 L L L B

3.20 340 3.60
m/z 41.15 52.03%

18.0
OV \\“\“\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8207: Furan, tetrahydro-2-(methoxymethyl)-
71.0

43.0 3.20 3.40 3.60
5000 m/z 39.10  36.91%
PSRN S NN
miz-> 20 40 60 80 100 120 140 160 180
Abundance #1729: 3-Penten-2-ol A BLmmE R e e T
71.0 3.20 3.40 3.60
43.0

m/z 45.10 36.74%

5000 j\wm
0 ‘\m ‘\‘\ ‘\ Ly |

m/z--> 20 40 60 80 100 120 140 160 180 3.20 3.40 3.60

8270-BG061121.M Wed Jun 16 15:47:15 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48984.D

Acqg On : 15 Jun 2021 19:23
Operator : CG/JU

Sample : M2672-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.191 2.93 ng 32221 1,4-Dichlorobenzene-d4 8.111

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Diacetamide 101 C4H7NO2 000625-77-4 33
3 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 9
4 Formamide, N-butyl- 101 C5H11NO 000871-71-6 9
5 2-Propanone, 1l-cyclopropyl- 98 C6H100 004160-75-2 9

Abundance Scan 366 (5.191 min): BG048984.D\data.ms (-361) (-) m/z 43.10 100.00%

3.1
5000 59.1 NMM/\AMJ\MW
R RAREARARE
| ‘ 84.0 101.1 4.80 5.00 5.20 5.40 5.60
bl bl PR m/z s9.10 43.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.80 5.00 5.20 5.40 5.60
150 1010 m/z 58.10 18.98%
O\\\‘\f‘f‘f‘\\I‘SIM?I\.\O\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\'\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4023: Diacetamide
43.0
R RARESRARE
4.80 5.00 5.20 5.40 5.60
5000 59.0 m/z 41.10 13.95%
73.0
101.0
280 || | 0 |
Ot e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4494 Propane, 1-(1-methylethoxy)- e e
43.0 4.80 5.00 5.20 5.40 5.60
m/z 101.10 13.53%
5000
27.0 570 730 870 LoL0
180 | iy ‘ | N
[0 o e o e e e R e e o AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48984.D

Acqg On : 15 Jun 2021 19:23
Operator : CG/JU

Sample : M2672-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzene, 1,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.731 5.87 ng 64538 1,4-Dichlorobenzene-d4 8.111

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 87
2 p-Xylene 106 C8H10 000106-42-3 83
3 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10@ 002175-91-9 72
4 o-Xylene 106 C8H10 000095-47-6 64
5 Cyclopentene, 1-ethenyl-3-methyl... 106 C8H10 061142-07-2 59
Abundance Scan 458 (5.731 min): BG048984.D\data.ms (-454) (-) m/z 91.10 100.00%
91.1
5000
511 5.40 5.60 5.80 6.00
' 134.0 208.0 300.( . : : :
ok ‘me‘khhﬂ‘ﬁ“ 7 m/z 106.10 44.13%
miz--> 50 100 150 200 250 300
Abundance #5102: Benzene, 1,3-dimethyl-
91.0
5000 e e
5.40 5.60 5.80 6.00
m/z 105.10  20.90%
39.0 ‘
O T ‘\ “\ }‘h \‘H\ ‘Hf ‘\‘ ‘M\ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250 300
Abundance #5081: p-Xylene
91.0
5.40 5.60 5.80 6.00
5000 m/z 77.00 13.72%
51.0 ‘
N O 0
miz--> 50 100 150 200 250 300
Abundance #5117: 1,3-Cyclopentadiene, 5-(1-methylethylidene)-
91.0 5.40 5.60 5.80 6.00
m/z 65.10 12.38%
5000
39.0
m/z--> 50 100 150 200 250 300 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48984.D

Acqg On : 15 Jun 2021 19:23
Operator : CG/JU

Sample : M2672-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.702 3.41 ng 50140 Naphthalene-d8 10.937
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50
4 2-Hexanol, 5-methyl- 116 C7H160 000627-59-8 43
5 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 42

Abundance Scan 1304 (10.702 min): BG048984.D\data.ms (-1298) (-  m/z 45.10 100.00%

451
5000
A A

87.1
m‘m \ 143.9 296.. 1050 1100
ob— I m/z 57.10  87.44%
miz--> 50 100 150 200 250
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
10.50 11.00

m/z 41.05 41.29%

89.0
O 1\5 0 ‘ M“ \‘h‘ T ‘\ ” T ]\-:3\“2.\0’ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 15 200 250
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
e AR

10.50 11.00
5000 m/z 75.00 18.73%
\ ‘8T'0 132 0
ol 2000 b L) ROes0
miz-> 50 100 150 200 250 M
Abundance #65551: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- : ‘A : ‘M‘ A
45.0 10.50 11.00
m/z 56.10 16.28%
5000
89.0
NI
miz--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48984.D

Acqg On : 15 Jun 2021 19:23
Operator : CG/JU

Sample : M2672-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1,3,5-Triazine-2,4,6(1H,3H,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.155 2.62 ng 76767  Phenanthrene-d10 17.506
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 93
2 4H-1-Benzopyran-2-carboxylic aci... 249 C12H11NO5 032142-43-1 37
3 Hexane, 1,6-dicyclohexyl- 250 C18H34 001610-23-7 35
4 Cyclohexane, undecyl- 238 C17H34 054105-66-7 16
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 12
Abundance Scan 2232 (16.155 min): BG048984.D\data.ms (-2227) (- m/z 83.10 100.00%
83.1
249.2
5000 41.1
125.1 208.1 e e ) o‘A
16. 16.5
167.1 :
0 ‘W‘JMNMWMW,N N‘”‘p“‘w w‘*““‘d“%g}T m/z 249.20 71.77%
miz-> 50 100 150 200 250
Abundance #101216: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
83.0
249.0 ﬁ
5000 41.0 T
16.00 16.50
m/z 82.10 70.65%
‘ 125.0 208.0 /
0 \“‘\ ‘1”’”‘\ S e Pt “1§5\.0\ T “\ T \‘\ l I
miz--> 50 100 150 200 250
Abundance #101191: 4H-1-Benzopyran-2-carboxylic acid, 5-amino-6-
249.0
T ‘ T T \A T ‘ T
16.00 16.50
5000 m/z 70.10 53.88%
12‘0.01511.0 19?0
0 e
m/z--> 50 100 150 200 250
Abundance #102607: Hexane, 1,6-dicyclohexyl- o e
83.0 16.00 16.50
m/z 56.05 51.35%
5000 41.0
250.0
ol WAl 1240 1660 2050 2500
mlz--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48984.D

Acqg On : 15 Jun 2021 19:23

Operator : CG/JU

Sample : M2672-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST11.L
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 Benzenamine, 2,4,6-tribromo- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.624 3.13 ng 91757  Phenanthrene-d10 17.506
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,4,6-tribromo- 327 C6H4Br3N 000147-82-0 50
2 1-Amino-4-bromoanthraquinone-2-c... 329 C15H8BrNO3 062823-21-6 25
3 1,3,4-0xadiazol-2-amine, 5-(2-br... 329 C11H12BrN304 1000350-74-8 14
4 Bromophos 364 C8H8BrCl203PS ©002104-96-3 12
5 4,4'-(p-Phenylenediisopropyliden... 344 C24H28N2 002716-10-1 10

Abundance Scan 2482 (17.623 min): BG048984.D\data.ms (-2476) (- m/z 330.80 100.00%

33D.8
62.1
143.0
5000
249.9
e e
‘ H 389.¢ 17.50 18.00
0 ‘NJMWMMH WWNWJMJ“W\HMM“““JL JM“‘MH m/z 328.80 98.25%
mlz--> 50 100 150 200 250 300 350
Abundance #166928: Benzenamine, 2,4,6-tribromo-
329.0
5000 — —
62.0 17.50 18.00
‘ ‘ 170.0 250.0 m/z 62.10 72.31%
0 ‘H‘\H“M“u‘ \‘H‘d‘u“‘ ‘u‘d“\ H““‘\“‘l“”“” e
miz--> 100 150 200 250 300 350
Abundance #168177. 1-Amino-4-bromoanthraquinone-2-carboxaldeh
301.0 A
c e
17.50 18.00
5000 139.0 m/Z 143.00 59.35%
222.0
o h
0 1 Pl 1 A
miz--> 150 250 300 350
Abundance #168059: 1,3,4- Oxadlazol 2-amine, 5-(2-bromo-3,4,5-tri —— —
33(1.0 17.50 18.00
m/z 141.00 54.80%
5000
273.0
44.0
‘ 93.0 149.0 230 0 ‘ H
0 ““‘\‘h““‘u‘\ ‘u‘u“u‘\u:wl'\Bw i H‘\H‘H\\\H\‘\\ o L ‘ ‘/l‘ v ﬁ‘ .
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48984.D

Acqg On : 15 Jun 2021 19:23
Operator : CG/JU

Sample : M2672-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.387 7.62 ng 223022  Phenanthrene-die 17.506
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 78
4 Undecanoic acid 186 C11H2202 000112-37-8 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 2612 (18.387 min): BG048984.D\data.ms (-2607) (- m/z 73.05 100.00%

4317
5000
129.1
213.3 e e
‘ H‘ ‘ 171.2 ‘ 256.3 18.00 18.50
ol H‘ UMNMWMHM‘W“‘J‘LH\“‘M "M m/z 60.10  92.23%
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T Tl
18.00 18.50
97.0 1o 2130 2560 m/z 43.10 81.74%
oL— ‘M‘ U‘H “H‘u‘ Mh“\ }‘u‘\‘n} ‘\ | “‘ “ “‘ \‘ ““ T ’\‘ N
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
43.0 73.0
— ——
18.00 18.50
5000 129.0 m/Z 55.10 76.61%
‘ 199.0 2420
oL— ‘\‘ W‘H‘\ U‘H “HM\‘\‘ Hhu\ M\‘u} “‘]"SB‘Q‘ ;“ ‘i A “\ |
m/z--> 50 100 150 200 250
Abundance #39474: n-Decanoic acid T —
73.0 18.00 18.50
m/z 57.15 75.80%
129.0
5000
43.0
ol y A Lree b ol
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48984.D

Acqg On : 15 Jun 2021 19:23
Operator : CG/JU

Sample : M2672-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.656 3.95 ng 133518 Chrysene-d12 21.795
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2828 (19.656 min): BG048984.D\data.ms (-2823) (- m/z 73.10 100.00%

43.1 73.1
5000
P o
19.50 20.00
S m/z 43.10  93.58%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 — T [
19.50 20.00
185.0 241.0 284.C ITI/Z 57.05 91.23%
O ’HH‘UH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95855: Pentadecanoic acid
43,0 73.0
P e
19.50 20.00
5000 129.0 m/z 55.10 85.38%
199.0 242.0
ok Hle 15Bq,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84455: Tetradecanoic acid —— —
73.0 19.50 20.00
m/z 41.10 80.89%
43.0
5000 129.0
185.0
228.0
o,w“J‘wm‘HW‘Hh\‘m_uwm,u“wH,w_!wm_mw — —
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@61521\
Data File : BGO48984.D

Acqg On : 15 Jun 2021 19:23

Operator : CG/JU

Sample : M2672-18

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 9-Octadecenamide, (Z)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.790 10.15 ng 343186 Chrysene-d12 21.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9-Octadecenamide, (Z)-
2 Octanamide

3 Pentanamide, 4-methyl-
4 Tetradecanamide

5 Hexadecanamide

Abundance Scan 3021 (20.790 min):
59.

281 C18H35NO
143 C8H17NO
115 C6H13NO
227 C14H29NO
255 C16H33NO

BG048984.D\data.ms (-3014) (-

000301-02-0 99
000629-01-6 72
001119-29-5 59
000638-58-4 56
000629-54-9 53

m/z 59.05 100.00%

9.0
5000
.
97.2 . .
40.1 . .
ol M“ du A1 18222202 2811 385 L., 75 19 63.37%
mlz--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (Z)-
59.0
5000 e s
20.50 21.00
m/z 55.10 47.63%
98.0
018' Al sl \:!'\4‘9\0 184.0 238.0 28;1'0
N \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #20317: Octanamide
59.0
—— —
20.50 21.00
5000 m/z 41.10 35.56%
00.0 143.0
ot | 1}
m/z--> 50 100 150 200 250 300 350
Abundance #7815: Pentanamide, 4-methyl- — —
59.0 20.50 21.00
m/z 43.20 33.18%
5000
M | 100.0
ol oy — —
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48984.D

Acqg On : 15 Jun 2021 19:23
Operator : CG/JU

Sample : M2672-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.431 6.63 ng 224104 Chrysene-d12 21.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 96
2 Cycloeicosane 280 C20H40 000296-56-0 96
3 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 93
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 92
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91

Abundance Scan 3130 (21.431 min): BG048984.D\data.ms (-3125) (- m/z 57.10 100.00%

57.1
5000 P72
‘ ‘ 21550
- ‘u“w‘ ;‘Hw”h, 101 1963 24232801 3400 . 4345 7.0
miz-> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
58.0
5000 97.0 -
21.50
m/z 55.10  97.44%
0 w‘w L } | 1218202230 2600
miz-> 50 100 150 200 250 300 350
Abundance #127768: Cycloeicosane
58.0
e
21.50
5000 970 m/z 69.10  68.61%
oLl L 1990 10205000 200
miz--> 50 100 150 200 250 300 350
Abundance #127777: Cyclohexadecane, 1,2-diethyl- —
43.0 21.50
m/z 83.10 58.70%
97.0 280.0
5000
0 ‘uw\‘ ‘\““‘%‘?‘2‘2‘3‘9 \m\‘_m_ e
miz--> 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@61521\
Data File : BGO48984.D

Acqg On : 15 Jun 2021 19:23
Operator : CG/JU

Sample : M2672-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknown23.023 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.023 2.04 ng 69099 Chrysene-d12 21.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isophthalic acid, octyl 2,4,5-tr... 456 C22H23C1304 1000356-61-5 43
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 35
3 1,2-Benzenedicarboxylic acid, 2-... 322 C18H2605 033374-28-6 27
4 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 22
5 Diisooctyl phthalate 390 C24H3804 000131-20-4 22
Abundance Scan 3401 (23.023 min): BG048984.D\data.ms (-3396) (- m/z 70.10 100.00%
70.1 149.0
261.1
5000 112.2
T I
IR S
oA bl I el S m/z 149.00 93.26%
mlz--> 50 100 150 200 250 300 350
Abundance #228375: Isophthalic acid, octyl 2,4,5-trichlorophenyl este
261.0
5000 VMWV‘M”WM‘ ! \
23.00
149.0 m/z 261.15 82.48%
50, 1080 T 1gg0
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #207809: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 112.0 261.0
A
; coh |
149.0 23.00
5000 m/z 57.10 51.17%
0229 | “‘\ JIREETY 13040 361
R e T e
m/z--> 50 100 150 200 250 300 350
Abundance #162729: 1,2-Benzenedicarboxylic acid, 2-butoxyethyl bu P |
149.0 23.00
m/z 41.10 49.70%
5000 77.0
‘ || 2070 2630
o —
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48984.D

Acqg On : 15 Jun 2021 19:23
Operator : CG/JU

Sample : M2672-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 13-Docosenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.323 7.63 ng 258140 Chrysene-d12 21.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 91
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
3 N-Chloroacetyl-dl-erythro-0-meth... 209 C7H12C1NO4 1000214-48-1 43
4 2,7-Dioxatricyclo[4.4.0.0(3,8)]d... 155 C8H13NO2 040076-28-6 11
5 N-(3-Methylbutyl)acetamide 129 C7H15NO 013434-12-3 11

Abundance Scan 3452 (23.323 min): BG048984.D\data.ms (-3445) (- m/z 59.10 100.00%
59.1

5000 Jq\wmw
o S
‘ 2 2 23.00 23.50
ol i “h‘ i “‘““ oo nfl02. 27638205 38T cc 16 62.00%
mlz--> 50 100 150 200 250 300 350
Abundance #174697: 13-Docosenamide, (Z)-
59.0
5000 — e
137.0 23.00 23.50
m/z 72.10 57.35%
337.0
O T ‘\“‘ H \MH\H“} ”“‘ h“ ‘} “\ \179\3‘0\ \2\4VO 0\ \2\9\4‘0\\ \‘\ ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59.0
e .
23.00 23.50
5000 m/z 43.10  34.67%
018. N ‘lHZ‘GO _184.0 238.0281.0
I Ll e
miz--> 50 100 150 200 250 300 350
Abundance #68766: N-Chloroacetyl-dl-erythro-O-methylthreonine P ——
59.0 23.00 23.50
m/z 69.10 32.97%
B WW
ol 2202080 A
m/z--> 50 100 150 200 250 300 350 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48984.D

Acqg On : 15 Jun 2021 19:23
Operator : CG/JU

Sample : M2672-18

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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|
Butane, 2-chlor... 3.158 16.6 ng 183082 1 8.111 220073 20.0
3-Buten-2-01, 2... 3.281 9.2 ng 101221 1 8.111 220073 20.0
2-Pentanone, 4-... 5.191 2.9 ng 32221 1 8.111 220073 20.0
Benzene, 1,3-di... 5.731 5.9 ng 64538 1 8.111 220073 20.0
Ethanol, 2-(2-b... 10.702 3.4 ng 50140 2 10.937 294200 20.0
1,3,5-Triazine-... 16.155 2.6 ng 76767 4 17.506 585707 20.0
Benzenamine, 2,... 17.624 3.1 ng 91757 4 17.506 585707 20.0
n-Hexadecanoic ... 18.387 7.6 ng 223022 4 17.506 585707 20.0
Octadecanoic acid 19.656 4.0 ng 133518 5 21.795 676481 20.0
9-Octadecenamid... 20.790 10.2 ng 343186 5 21.795 676481 20.0
5-Eicosene, (E)- 21.431 6.6 ng 224104 5 21.795 676481 20.0
unknown23.023 23.023 2.0 ng 69099 5 21.795 676481 20.0
13-Docosenamide... 23.323 7.6 ng 258140 5 21.795 676481 20.0
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