LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42321\
Data File : BGO48866.D

Acqg On : 23 Apr 2021 16:51
Operator : CG/JU

Sample : M2107-01

Misc :

ALS Vvial : 11 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-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO48866.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.605 379 386 396 rBV 409532 663174 45.97%  8.788%
2 7.221 653 661 675 rBV 445330 753911 52.26% 9.990%
3 8.055 795 803 809 rBV 95571 160181 11.10% 2.123%
4 9.231 994 1003 1013 rBV = 273273 486889 33.75% 6.452%
5 10.882 1277 1284 1291 rBV 127546 219040 15.18% 2.903%
6 13.332 1694 1701 1709 rBV 692620 1041454 72.20% 13.801%
7 13.590 1739 1745 1753 rBV3 40736 65583 4.55% 0.869%
8 14.154 1835 1841 1846 rBvV2 15048 21679 1.50% 0.287%
9 14.712 1931 1936 1943 rVB2 190642 296562 20.56% 3.930%
10 15.817 2119 2124 2129 rBV2 49367 67108 4.65% 0.889%

11 16.211 2184 2191 2202 rBV 528951 798362 55.34% 10.579%

12 17.474 2399 2406 2411 rBV 249058 367468 25.47%  4.869%
13 17.515 2411 2413 2421 rVB2 20763 27794 1.93% 0.368%
14 17.756 2448 2454 2460 rBV3 15705 22963 1.59% ©.304%
15 18.355 2549 2556 2560 rBV6 13474 22330 1.55% ©.296%
16 19.454 2740 2743 2750 rBV9 15805 23922 1.66% 0.317%
17 19.524 2750 2755 2760 rVV3 54332 80546 5.58% 1.067%
18 19.889 2814 2817 2822 rVB 35615 50102 3.47% ©.664%
19 20.083 2843 2850 2856 rBV 1114366 1442540 100.00% 19.116%
20 20.711 2949 2957 2961 rBV1e 20272 40906 2.84% 0.542%

21 21.381 3067 3071 3076 rBV3 74255 108675 7.53% 1.440%
22 21.769 3131 3137 3143 rBV = 224978 360983 25.02% 4.783%

23 24.037 3517 3523 3526 rBV7 15147 34511 2.39% 0.457%

24 25.094 3694 3703 3714 rVB3 119902 366358 25.40% 4.855%

25 26.264 3898 3902 3904 rBV5 15826 23380 1.62% 0.310%
Sum of corrected areas: 7546421
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42321\
Data File : BGO48866.D

Acqg On : 23 Apr 2021 16:51
Operator : CG/JU

Sample : M2107-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG048866.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42321\
Data File : BGO48866.D

Acqg On : 23 Apr 2021 16:51
Operator : CG/JU

Sample : M2107-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.590 4.42 ng 65583  Acenaphthene-die 14.712
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 80
2 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 50
3 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 47
4 4-Pyridinemethanol, acetate (ester) 151 C8HINO2 001007-48-3 47
5 Tiocarlide 400 C23H32N202S 000910-86-1 47
Abundance Scan 1745 (13.590 min): BG048866.D\data.ms (-1739) (- m/z 43.10 100.00%
T 1001
5000
e . ot
Lt
ob b b o 75 Y m/z 109.10 81.58%
mlz--> 50 100 150 200 250 300 350 400
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 ‘/\ H \
13.50
m/z 151.05 48.18%
YR Wit
0 \“\ ‘\“m\“‘\w\“ \‘H“th‘\uw “ T L T \2‘1\1\0\ L L B
m/z--> 50 100 150 200 250 300 350 400

Abundance #56286: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0

109.0 ﬂ

13.50
m/z 41.10 31.85%
5000/ 43 /
179.0
0
m/z--> 50 100 150 200 250 300 350 400
Abundance #24970: Pyridine, 3-butyl-, 1-oxide
109.0 13.50
m/z 85.10 22.06%
5000
39.0
J(S .0
m/z--> 50 100 150 200 250 300 350 400 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42321\
Data File : BGO48866.D

Acqg On : 23 Apr 2021 16:51
Operator : CG/JU

Sample : M2107-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknownl5.81 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.817 a.53ng 67108 Acenaphthene-dio 14.712
Hit# of 5 Tentative ID MW MolForm CASH# Qual

3H)-Isobenzofuranone, 4-(acety... 224 C12H1604 054346-07-5 47
4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 43
4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 40
Cyclohexen-1-0l1, 2-methyl-5-(1... 152 C10H160 001197-06-4 37
-(1,2,3-Trimethyl-cyclopent-2-e... 152 C1@H160 070987-81-4 35

. o~
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Abundance Scan 2124 (15.817 min): BG048866.D\data.ms (-2119) (- m/z 109.10 100.00%

109.1
43.1
5000
213.1
— — ¥
‘ ‘ ‘ 468. 15.50 16.00
0l bl b 20 m/z 43.10 67.08%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #80786: 1(3H)-Isobenzofuranone, 4-(acetyloxy)-3a,4,5,7¢
109.0
43.0
5000
15.50 16.00
m/z 213.10 35.24%
‘ H 164.0
O \\\\‘h\”\h\\“ ‘\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17563: 2,4-Heptadienal, 2,4-dimethyl-
109.0
‘ T T A T ‘A T
15.50 16.00
5000 m/z 41.18  27.31%
41.0
olbthialet
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0 15.50 16.00
m/z 151.05 19.26%
5000
Lok, 50 !
et L e e L
m/z--> 0 50 100 150 200 250 300 350 400 450 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42321\
Data File : BGO48866.D

Acqg On : 23 Apr 2021 16:51
Operator : CG/JU

Sample : M2107-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 unknown20.71 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.711 2.27 ng 40906 Chrysene-d12 21.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphonofluoridic acid, methyl-... 224 C10H22FO02P 211192-74-4 43
2 Benzoic acid, 4-[[2-(1-piperazin... 277 C14H19N303 1000350-32-6 43
3 Hexanoic acid, 5-tridecyl ester 298 C19H3802 1000279-29-4 43
4 Hexanoic acid, 4-tridecyl ester 298 C19H3802 1000279-29-3 43
5 Hexanoic acid, 4-hexadecyl ester 340 C22H4402 1000282-83-8 43

Abundance Scan 2957 (20.711 min): BG048866.D\data.ms (-2949) (-  m/z 99.00 100.00%

99.0
5000{ 43.0
149.1 215.2
‘ M H ‘ 280.9 354.8 20.50 21.00
oL ‘uh wh Ll m/z 43.80 47.10%
mlz--> 50 100 150 200 250 300 350
Abundance #80494: Phosphonofluoridic acid, methyl-, nonyl ester
99.0
5000 — —
20.50 21.00
55.0 m/z 41.1@ 35.18%
O’
m/z--> 50 100 150 200 250 300 350
Abundance #124910: Benzoic acid, 4-[[2-(1-piperazinyl)acetyllamino]
99.0
e e
20.50 21.00
5000 m/Z 71.10 22.60%
56.0 yas 0270
o adsro R0
miz-> 50 100 150 200 250 300 350
Abundance #143157: Hexanoic acid, 5-tridecyl ester —— T
99.0 20.50 21.00
m/z 69.10 21.08%
‘ 182.0
oLlbbidugene |- 20 N
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@42321\
Data File : BGO48866.D

Acqg On : 23 Apr 2021 16:51
Operator : CG/JU

Sample : M2107-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 3-Octadecene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.381 6.02 ng 108675 Chrysene-d12 21.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 95
2 1-Octadecene 252 C18H36 000112-88-9 94
3 9-Octadecene, (E)- 252 C18H36 007206-25-9 90
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 90
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 89

Abundance Scan 3071 (21.381 min): BG048866.D\data.ms (-3067) (- m/z 55.05 100.00%

55.0
5000
111.2
— —
228.1
‘ \ H L 323.1 415' 21.00 21.50
oLl ‘\"\‘ u‘\‘H‘\ ‘1\\“‘ b ‘\.m\mumw muhhmwh‘\‘ 1 e N REREE i m/z 57.10 94.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104188: 3-Octadecene, (E)-
59.0
5000 — ——
21.00 21.50
m/z 43.05 76.15%
0 \2\5“\0 ’J\“ \‘H\M “ \ 4 ] \1\8?\?\ T \2\5[2\(\)\ L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #104182: 1-Octadecene
43.0
— —
21.00 21.50
5000 m/z 83.05 74.96%
2520
m/z--> 50 100 150 200 250 300 350 400
Abundance #104187: 9-Octadecene, (E)- — —
55.0 21.00 21.50
m/z 41.10 64.99%
5000
11.0
o LLLLL \m‘lﬁs‘owH???;?H_MWW VT Y
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42321\
Data File : BGO48866.D

Acqg On : 23 Apr 2021 16:51
Operator : CG/JU

Sample : M2107-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2,4,7,9-Tetrame... 13.590 4.4 ng 65583 3 14.712 296562 20.0
unknown15.81 15.817 4.5 ng 67108 3 14.712 296562 20.0
unknown20.71 20.711 2.3 ng 40906 5 21.769 360983 20.0
3-Octadecene, (E)- 21.381 6.0 ng 108675 5 21.769 360983 20.0
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