LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061421\
Data File : BGO48951.D

Acqg On : 14 Jun 2021 16:06
Operator : CG/JU

Sample : M2687-07

Misc :

ALS Vvial : 10 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: BGO48951.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.167 18 22 32 rVB 182664 274498 6.73% 1.543%
2 3.290 37 43 52 rvVB 75436 114282 2.80% 0.642%
3 5.200 363 368 376 rVB 100135 157910 3.87% ©0.887%
4 5.664 440 447 456 rBV 989882 1612397 39.56%  9.062%
5 5.740 456 460 468 rvVB3 17642 44409 1.09% 0.250%

7.262 711 719 730 rBV 1027408 1863205 45.71% 1e.
8.120 857 865 872 rBvV2 130040 220424 5.41% 1
9.289 1056 1064 1072 rBV 567716 1036090 25.42%  5.823%
10.705 1298 1305 1316 rBV 292755 499342 12.25% 2
10 10.946 1338 1346 1354 rBV 167064 311943 7.65% 1

11 13.384 1754 1761 1771 rVB 1362747 2255433 55.33% 12.675%
12 14.765 1989 1996 2003 rVB 270553 440810 10.81% 2.477%
13 16.163 2227 2234 2237 rBV2 46158 63113 1.55% ©.355%
14 16.245 2242 2248 2259 rVV 1339216 2117353 51.95% 11.899%
15 17.509 2456 2463 2471 rBV 361929 568676 13.95%  3.196%

16 17.626 2476 2483 2489 rVB4 70248 105841 2.60% ©.595%
17 18.173 2571 2576 2581 rVB4 65156 96229 2.36% ©.541%
18 18.390 2609 2613 2620 rBV 89848 137474 3.37% ©.773%
19 19.342 2760 2775 2780 rBv4 67014 138193 3.39% 0.777%
20 19.659 2825 2829 2838 rBV2 73561 99530 2.44%  0.559%
21 20.123 2901 2908 2914 rVB 2974981 4076137 100.00% 22.908%
22 20.799 3018 3023 3030 rVB4 38812 55698 1.37% 0.313%
23 21.439 3127 3132 3143 rBV2 102178 188387 4.62% 1.059%
24 21.692 3171 3175 3183 rVB2 44268 71123 1.74%  ©.400%
25 21.804 3187 3194 3204 rVV 348474 609388 14.95%  3.425%
26 23.032 3399 3403 3411 rVBS 27359 51876 1.27% 0.292%
27 25.141 3752 3762 3772 rBV2 195494 583890 14.32%  3.281%

Sum of corrected areas: 17793651
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061421\
Data File : BG@48951.D

Acqg On : 14 Jun 2021 16:06
Operator : CG/JU

Sample : M2687-07

Misc :

ALS Vvial : 10 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

Ab%doag&v)so TIC: BG048951.D\data.ms

2500000
2000000

1500000

7.262
1000000 5.664

9.289
500000
10.705

167 10.946
8.120 [10.
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Time-- 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

>
Abundance .
3000000 TIC: BG048951.D\data.ms

20.123
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Ab ce .
updanes TIC: BG048951.D\data.ms
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O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ﬁ

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\BG061421\
Data File : BG@48951.D

Acqg On : 14 Jun 2021 16:06
Operator : CG/JU

Sample : M2687-07

Misc :

ALS Vvial : 10 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 2

R.T. EstConc Area Relative to ISTD R.T.
3167 24.91ng 274498  1,4-Dichlorobenzene-d4  8.120
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-chloro-2-methyl- 106 cshiicl 000594-36-5 72

2 Pentane, 3-chloro- 106 C5H11C1 000616-20-6 36
3 Trans-3-methylpent-3-ene-5-o0l 100 C6H120 030801-95-7 25
4 2-Butene, 1l-methoxy-, (Z)- 86 C5H100 010034-16-9 25
5 Tetrahydrofurfuryl acrylate 156 C8H1203 002399-48-6 22

Abundance  Scan 22 (3.167 min): BG048951.D\data.ms (-18) (-)
711

m/z 71.10 100.00%

5000 390 J\
e R e AR
‘ hOSl 206. 3.20 3.40 3.60
T T T il ““ “ \”‘ ‘\‘ T ‘ \. T T T ‘ T T T T T T T T ‘ T T T T ‘.‘ m z 55 16 83 . 11%
m/z--> 50 100 150 250
Abundance #5029: Butane, 2-chloro-2-methyl-
41.0 77.0
5000 RN o e e e
3.20 3.40 3.60
m/z 41.10 75.78%
T “ T H\ L ‘N‘ \“‘ ‘!‘ ‘\ “108\ Q T T ‘ T T T T T T T T ‘ T T T T
m/z--> 50 100 150 250
Abundance #5016: Pentane, 3-chloro-
41.0
e BRERARARIN R e i
3. 20 3.40 3.60
5000 m/z 43.10 67.29%
17.0
\‘w w080
m/z--> 50 100 150 250
Abundance #3932: Trans-3-methylpent-3-ene-5-ol R S a e e
71.0 3.20 3.40 3.60
m/z 77.05 65.20%
5000 /\\
miz--> 100 150 250 320 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061421\
Data File : BG@48951.D

Acqg On : 14 Jun 2021 16:06

Operator : CG/JU

Sample : M2687-07

Misc

ALS Vvial : 10 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 2 Furan, tetrahydro-2-(methox... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.290 10.37 ng 114282 1,4-Dichlorobenzene-d4 8.120
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 50

2 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 43
3 1-Propene, 3-methoxy-2-methyl- 86 C5H100 022418-49-1 40
4 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 37
5 2-Butene, 1-methoxy-, (E)- 86 C5H100 010034-14-7 37
Abundance  Scan 43 (3.290 min): BG048951.D\data.ms (-37) (-) m/z 43.10 100.00%
43.1 711
5000
SN ey
M‘\\ Sﬁl ! w 86.0 3.20 3.40 3.60 .
\\‘\\\\‘\\\\‘\\\\‘\\\\‘i‘\\“\\‘\\\\‘\\\\’\\‘1\‘\\\\‘\\\\’\\\\‘\\\ m/z 71.16 99.264
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8207: Furan, tetrahydro-2-(methoxymethyl)-
71.0
43.0 ’A\
5000 LI I L Y LA
3.20 3.40 3.60
m/z 41.10 68.33%
29.0
15.0 7 58.0 | 840 970 116.0
\\‘\\\\‘\\\\‘\\\f‘f\f\‘\\\\‘\\\1‘1\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1792: 3-Buten-2-ol, 2-methyl-
71.0
43.0
T ST S e
3.20 3.40 3.60
5000 ITI/Z 45.10 54.92%
270 N \\\ uy 890
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\‘\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 J
Abundance #1818: 1-Propene, 3-methoxy-2-methyl- A
71.0 3.20 3.40 3.60
m/z 39.10 37.78%
41.0
5000
55.0 86.0
270,, A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061421\
Data File : BG@48951.D

Acqg On : 14 Jun 2021 16:06
Operator : CG/JU

Sample : M2687-07

Misc :

ALS Vvial : 10 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 3
R.T. EstConc Area Relative to ISTD R.T.
5.199 14.33 ng 157910 1,4-Dichlorobenzene-d4 8.120

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 368 (5.199 min): BG048951.D\data.ms (-363) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 T T T
‘ 83.0 ‘ 4.80 5.00 5.20 5.40 5.60
\\‘\\\\‘\\\\‘\\\\“H\‘\\‘\\‘1\‘\\\\‘\\\\‘\‘\-\\‘\\\i‘\\\\‘\ m/z 59.19 53-69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R e o R
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.10  16.88%
27.0 83.0 101.0
\\‘\\\\‘\\‘1‘\“‘\\\\“w}\\‘\\w\‘\\\\‘\.9\\‘\‘\.\\‘\\\}“\\\\‘\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8358: 2-Hexanol, 2-methyl-
59.0
T
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.10 15.07%
43.0
31.0 ‘ 83.0 101.0
om0 DUl mo e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404 Propane, 2-methyl-2-(1-methylethoxy)- REaas S AR o
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.66%
5000
41.0
29.0 101.0
el 730 880 L e by el
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\BG061421\
Data File : BG@48951.D

Acqg On : 14 Jun 2021 16:06
Operator : CG/JU

Sample : M2687-07

Misc :

ALS Vvial : 10 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 1
R.T. EstConc Area Relative to ISTD R.T.
10.705 32.02 ng 499342 Naphthalene-d8 10.946
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 83
3 Di-sec-butyl ether 130 C8H180 006863-58-7 53
4 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 53
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50

Abundance Scan 1305 (10.705 min): BG048951.D\data.ms (-1298) (-  m/z 45.10 100.00%

4!:
5000
75.1
m ‘ 1921 10 50 ll 00
My 28232824 5710 06.42%
m/z--> 50 100 150 200 250
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10 50 11.00
270 m/z 41.10 37.53%
T T ‘HJ‘ ‘\‘H“ “H ‘h‘ ‘H }‘ T ]\.:3\2'\0‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
—
10 50 11.00
5000 m/z 75.10 16.88%
87.0
iy
i T
m/z--> 50 100 150 200 250
Abundance #13656: Di-sec-butyl ether P
45.0 10 50 11.00
m/z 56.10 16.42%
5000 101.0 /\‘
15.0 \‘ L L

m/z--> 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\BG061421\
Data File : BG@48951.D

Acqg On : 14 Jun 2021 16:06
Operator : CG/JU

Sample : M2687-07

Misc :

ALS Vvial : 10 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 13

R.T. EstConc Area Relative to ISTD R.T.

16.163 2.22 ng 63113  Phenanthrene-die 17.509
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 96
2 Cyclohexane, 1,1'-(1,3-propanedi... 208 C15H28 003178-24-3 30
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 27
4 Cyclohexane, decyl- 224 C16H32 001795-16-0 27
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 27
Abundance Scan 2234 (16.163 min): BG048951.D\data.ms (-2227) (- m/z 83.05 100.00%

83.0
249.2
41.1
5000
208.1

| | BT ARt

154.0179.1 : :
WH‘MWM‘wNquHUm‘WJJM‘HM_‘H,Hm‘mMW‘JW‘ﬁ“ m/z 249.20  79.39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101218: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-

83.0 249.0

5000 — e
56.0 16.00 16.50

208.0
125.0 m/z 41.15 66.67%

00| | | pst01790 ||

\‘HH‘\\H‘\H\‘\\i“\\‘\\‘\‘H\‘H‘\\‘HH’\H\‘\‘\H‘\\H’\H\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67958: Cyclohexane, 1,1'-(1,3-propanediyl)bis-
83.0

55.0 16.00 16.50
5000 m/z 82.10 65.83%

‘ 208.0
WL 10901370 1790 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #27055: Cyclohexane, pentyl- B T
83.0 16.00 16.50
55.0 m/z 56.10 57.50%
5000
29. o‘ 154.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50

8270-BGP61121.M Wed Jun 16 ©8:38:39 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061421\
Data File : BG@48951.D

Acqg On : 14 Jun 2021 16:06

Operator : CG/JU

Sample : M2687-07

Misc :

ALS Vvial : 10 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 9

R.T. EstConc Area Relative to ISTD R.T.
17.626 3.72 ng 105841  Phenanthrene-die 17.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,4,6-tribromo- 327 C6H4Br3N 000147-82-0 55
2 Tetrachlorvinphos 364 C10H9C1404P 022248-79-9 14
3 Bromophos 364 C8H8BrCl203PS 002104-96-3 12
4 Hydroflumethiazide 331 C8H8F3N304S2  ©00135-09-1 10
5 Allyl 2,4,6-tribromophenyl ether 368 C9H7Br30 003278-89-5 10

Abundance Scan 2483 (17.626 min): BG048951.D\data.ms (-2476) (- m/z 328.80 100.00%

328.8
62.1 140.9
5000
249.9
—— —
196.9 387.€ 17.50 18.00
m/z 330.80 88.19%
miz--> 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 68.87%
9 R
miz--> 50 100 150 200 250 300 350
Abundance #192729: Tetrachlorvinphos
109.0 331.0 A
\ ‘A ‘ M‘ ‘A ‘ ‘/
17.50 18.00
5000 ITI/Z 140.90 67.67%
1570
s VIR Y et el HM 24402840 |
miz--> 50 100 150 200 250 300 350
Abundance #193399: Bromophos bl P h g
331.0 17.50 18.00
m/z 143.00 65.75%
797
SUENNART i S VY
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\BG061421\
Data File : BG@48951.D

Acqg On : 14 Jun 2021 16:06
Operator : CG/JU

Sample : M2687-07

Misc :

ALS Vvial : 10 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 Tridecanoic acid, methyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.172 3.38 ng 96229  Phenanthrene-d10 17.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 70
2 Phenol, 2,4,6-tribromo- 328 C6H3Br30 000118-79-6 53
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 45
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 43
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 43

Abundance Scan 2576 (18.173 min): BG048951.D\data.ms (-2571) (- m/z 74.10 100.00%
74.1
329.8
5000
142.9 e
91 | ‘ 1851 2271 2609 18.00 18.50
[ \H\ \‘mum\ ‘wh \H‘ 4 hmwh‘\wu‘\ i H‘ L m/z 87.10 75.02%
miz--> 50 100 150 200 250 300
Abundance #84485: Tridecanoic acid, methyl ester
74.0
5000 T Ay T AA ‘A 4o
18.00 18.50
m/z 329.80 58.92%
143.0
\3\9\()‘“\ ‘\‘\“\ “‘ L ‘\ T ‘ T \18\‘5\(‘)‘ \2\28\.(\)‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #168021: Phenol, 2,4,6-tribromo-
330.0
—— ——
18.00 18.50
5000 m/z 331.80 55.76%
62.0 141.0 -
220 | 1000 | 1780 *Tlo00
miz--> 50 100 150 200 250 300
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester — ——
74.0 18.00 18.50
m/z 43.10 48.22%
5000
284.0
q ‘ 14?0 185.0 241.0
““Mw’«p?m S S S S e
mlz--> 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061421\
Data File : BG@48951.D

Acqg On : 14 Jun 2021 16:06
Operator : CG/JU

Sample : M2687-07

Misc :

ALS Vvial : 10 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.390 4.83 ng 137474  Phenanthrene-die 17.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 1-Phenazinecarboxylic acid, 6-[1... 506 C31H42N204 120464-92-8 59

Abundance Scan 2613 (18.390 min): BG048951.D\data.ms (-2609) (-  m/z 73.10 100.00%

73.1
5000 129.1
213.2
1.2 256.3 18.00 18.50
M\ 1 P \L u‘ ‘m Al ’L‘ ————— ‘?’5‘5‘ m/z 60.10 99.16%

%

m/z--> 150 200 250 300 350
Abundance #107549 n-Hexadecanoic acid
5000 129.0 . ]

18.00 18.50

m/z 43.10  96.68%
171.0 213.0 256.0

m\h”w
miz--> 100 150 200 250 300 350

Abundance #72643: Tridecanoic acid
73.0
— —
18.00 18.50
5000 129.0 m/z 55.10  83.20%
29.0 171.0
IOV I e
“\‘H u‘h“\\mw‘\\ “HH’HH‘HH“
m/z--> 5 100 150 200 250 300 350
Abundance #95851:Pentadecanok:add “ T
18.00 18.50
m/z 41.10 81.12%
5000 129.0
29.0
‘ 199.0 2420
HL‘H w\h”‘mm‘““““\HH"HH“H“‘ — ——
m/z--> 5 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061421\
Data File : BG@48951.D

Acqg On : 14 Jun 2021 16:06
Operator : CG/JU

Sample : M2687-07

Misc :

ALS Vvial : 10 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 10 10-Octadecenoic acid, methy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.342 4.86 ng 138193  Phenanthrene-die 17.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 86
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 86
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 83
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 80

Abundance Scan 2775 (19.342 min): BG048951.D\data.ms (-2760) (-  m/z 55.15 100.00%

5000
265.1 N o en
152.2 185.2 222.2 ‘ 19.00 19.50
\‘ \\hu‘\u‘ ?\"\‘\\\‘\U‘H‘M | “‘ — m/z 41.10 80.38%

%

miz--> 150 200 25 300
Abundance #141285. 10-Octadecenoic acid, methyl ester
55.0
5000 — e
19.00 19.50
264.0 m/z 69.10 71.08%
23 0 222.0
H‘ H\\ u‘n\ ‘M\H‘ \H\‘h N ‘\%8?.? e T “‘ ‘Z?E'C
miz--> 50 100 150 200 250 300
Abundance #141292: 13-Octadecenoic acid, methyl ester
55.0
P e
19.00 19.50
5000 m/Z 43.10 58.40%
87.0
264.0
\H‘ ‘H\\\m ‘H‘H N ‘Z\ﬁ 9\\\ H ‘\1890 ZZ?O h 296 ¢
Co —— A e
miz--> 50 100 150 200 250 300
Abundance #141281. 11-Octadecenoic acid, methyl ester — —
55.0 19.00 19.50
m/z 74.10 55.27%
5000
87.0
264.0
230
i L H \H \H\ 1220 1800 2220 "Tas6¢ | il
mlz--> 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061421\
Data File : BG@48951.D

Acqg On : 14 Jun 2021 16:06
Operator : CG/JU

Sample : M2687-07

Misc :

ALS Vvial : 10 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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.659 3.27 ng 99530 Chrysene-d12 21.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Heptadecanoic acid 270 C17H3402 000506-12-7 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 2829 (19.659 min): BG048951.D\data.ms (-2825) (- m/z 73.10 100.00%

73.1
43.1
5000 1291
—— ——
19.50 20.00
- “M m/z 57.10 96.81%
m/z--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 T ——
19.50 20.00
m/z 60.10 86.06%
‘ 1850 2410 284 /
o i‘H“ “H“\\h“ M‘M}“\ ‘ - “ “‘ \‘ TE— “ — “‘
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
43.0 73.0
L L R
19.50 20.00
5000 129.0 m/z 55.10 83.03%
‘ 199.0 2420
‘L‘ w‘ \‘HM\‘\‘ \\huw M\‘H} “‘ ‘I‘Gnq“ ‘i — “\‘ N
m/z--> 50 100 150 200 250
Abundance #119366: Heptadecanoic acid —— ——
73.0 19.50 20.00
43.0 o
270.0 m/z 43.10 79.96%
5000 129.0
171.0 227.0
L2, ;M“M} al ‘n‘ “\ ““ ! T ‘\‘ | — “ - — ——
m/z--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061421\
Data File : BG@48951.D

Acqg On : 14 Jun 2021 16:06
Operator : CG/JU

Sample : M2687-07

Misc :

ALS Vvial : 10 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 Cyclohexadecane, 1,2-diethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.439 6.18 ng 188387 Chrysene-d12 21.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 94
2 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
5 Octacosanol 410 C28H580 000557-61-9 91

Abundance Scan 3132 (21.439 min): BG048951.D\data.ms (-3127) (- m/z 57.10 100.00%
57.1

2000 T W
‘ 2150
921803 24412811 :
—_— ‘H ‘H ““ I L1005 AR 39 hyz ss.1e 87.14%
miz--> 50 100 150 200 250 300 350
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43.0
97.0 280.0
5000 L
21.50
m/z 43.10 78.51%
: “‘ | ‘\ h “H M‘ ‘H‘\‘\ \‘\ \‘\‘h‘ j ‘9‘2‘2‘3‘0‘ “ — “ s
miz--> 50 100 150 200 250 300 350
Abundance #189051: Trichloroacetic acid, tetradecyl ester
43
83.0
——
21.50
5000 m/z 83.05 60.02%
Ll ‘\L S LT T
miz--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene —
55.0 21.50
m/z 69.10 53.64%
97.0
5000
L4.q\“\ L | ‘ 1390 1810 308.0
L ““ A e
mlz--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061421\
Data File : BGO48951.D

Acqg On : 14 Jun 2021 16:06
Operator : CG/JU

Sample : M2687-07

Misc :

ALS Vvial : 10 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... 3.167 24.9 ng 274498 1  8.120 220424 20.0
Furan, tetrahyd... 3.290 10.4 ng 114282 1 8.120 220424 20.0
2-Pentanone, 4-... 5.199 14.3 ng 157910 1 8.120 220424 20.0
Ethanol, 2-(2-b... 10.705 32.0 ng 499342 2 10.946 311943 20.0
1,3,5-Triazine-... 16.163 2.2 ng 63113 4 17.509 568676 20.0
Benzenamine, 2,... 17.626 3.7 ng 105841 4 17.509 568676 20.0
Tridecanoic aci... 18.172 3.4 ng 96229 4 17.509 568676 20.0
n-Hexadecanoic ... 18.390 4.8 ng 137474 4 17.509 568676 20.0
10-Octadecenoic... 19.342 4.9 ng 138193 4 17.509 568676 20.0
Octadecanoic acid 19.659 3.3 ng 99530 5 21.804 609388 20.0
Cyclohexadecane... 21.439 6.2 ng 188387 5 21.804 609388 20.0
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