LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO70319\

Data File : BG041604.D

Aca On 4 Jul 2019 00:13 Instrument :

Operator : HP/JU ?.‘,'I\!A_(t;S el
- _ lentosampleld :

3?22'6 : K3648-02 C-2-CORE-HOLE-2

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG062619 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.567 416 422 433 rBV 453139 733858 42 _.50% 7.042%
2 7.189 691 698 707 rBV 478081 840012 48.65% 8.060%
3 7 .559 754 761 769 rBV 476789 837699 48.51% 8.038%
4 8.029 835 841 852 rVB 107626 196071 11.35% 1.881%
5 8.347 888 895 904 rBV 360546 631904 36.60% 6.063%
6 9.210 1034 1042 1052 rBV 287358 541885 31.38% 5.200%
7 10.850 1312 1321 1330 rBV 129101 243387 14.10% 2.335%
8 13.294 1730 1737 1750 rBV 729503 1150732 66.64% 11.042%
9 13.535 1772 1778 1784 rBV7Y 11455 20547 1.19% 0.197%
10 14.122 1872 1878 1885 rBvV 87282 138501 8.02% 1.329%

11 14.674 1964 1972 1980 rBV 223338 365727 21.18% 3.509%
12 16.167 2220 2226 2240 rBV 651783 1040803 60.28% 9.987%
13 17.424 2433 2440 2447 rBV2 295501 478110 27.69% 4._.588%

14 18.276 2581 2585 2589 rBV3 45801 71983 4_.17% 0.691%
15 19.551 2798 2802 2806 rBV7 16928 24129 1.40% 0.232%
16 19.763 2834 2838 2841 rBV5 14612 18154 1.05% 0.174%
17 20.021 2877 2882 2894 rVB 1366812 1726742 100.00% 16.569%
18 20.291 2924 2928 2932 rBV7 40505 56238 3.26% 0.540%
19 21.302 3095 3100 3101 rBVS5 18342 28519 1.65% 0.274%
20 21.696 3161 3167 3175 rBV 325805 553877 32.08% 5.315%
21 22.436 3290 3293 3300 rVB3 34815 55099 3.19% 0.529%
22 23.135 3408 3412 3418 rVB 35149 56946 3.30% 0.546%
23 23.940 3545 3549 3555 rVB4 30006 57305 3.32% 0.550%

24 24.980 3718 3726 3737 rVB2 198755 553347 32.05% 5.310%

Sum of corrected areas: 10421575
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO70319\

Data File : BG041604.D

Aca On 4 Jul 2019 00:13

Operator : HP/JU

ﬁ?ggle i K3648-02 C-2-CORE-HOLE-2
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG041604.D
1400000

1200000
1000000
800000

600000
5.57 7.19 7.56

400000 8.35

200000L 8.03 10.85
e e R R R AR AR B R

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 800 8.50 9.00 9.50 10.00 1050 1100 1150 1200 1250

Abundance TIC: BG041604.D
1400000 20.02

1200000
1000000

800000 13.29
16.17
600000

21.70
400000 17.42

14.67

200000 20.29 22.44

14.12 Q*ANNAA~J : 21.30 :
18.28 :

1353 | 2 19.58.76

(0 o e LA B B o B B B e L L e o o o o B L

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG041604.D
1400000

1200000
1000000
800000
600000

400000
24.98

200000
23.14 23.94
R, W I

Ol T T T T T T T T T T T T T T T e T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO70319\

Data File : BG041604.D

Aca On 4 Jul 2019 00:13

Operator : HP/JU

ﬁ?ggle i K3648-02 C-2-CORE-HOLE-2
ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown7.56 Concentration Rank 1

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

7.56 85.45 ng 837699 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 761 (7.559 min): BG041604.D (-754) (-) m/z 131.95 100.00%
131.9
5000 68.0
00 so [| Lo %0 75 740 760 7h0
el el B L W80 Wl Tm/z 67.95  44.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000
7.20 7.40 7.60 7.80
310 70.0 m/z 134.00 33.13%
ﬂol mol 860 | 116.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
720 7.40 7.60 7.80
5000 m/z 66.00 32.13%
69.0
57.0
390 H ‘ 89.0 103.0
w'“'w'”m“”w““'w'“l“w"“'l “l”“wuﬁpw'“l'“l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile P
132.0 7.20 7.40 7.60 7.80
m/z 68.95 20.52%
5000
92.0
65.0
v 90 s0 #0 o o, |
m/z--> 20 35 45 50 eb 70 80 90 100 110 150 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO70319\

Data File : BG041604.D

Aca On 4 Jul 2019 00:13

Operator : HP/JU

ﬁ?ggle i K3648-02 C-2-CORE-HOLE-2
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.28 3.01 ng 71983 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 86
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Undecanoic acid 186 C11H2202 000112-37-8 52
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 2586 (18.282 min): BG041604.D (-2581) (-) m/z 72.95 100.00%

41.0 , 730
5000 1290 213.1

18.00 18.20 18.40 18.60
m/z 55.00 93.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
5000 129.0 L B L B B
18.00 18.20 18.40 18.60
m/z 41.00 87.93%
| 214.0
15.0 || |l 50,
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43.0 730
R R REREEREEEE R
18.00 18.20 18.40 18.60
5000 m/z 60.00 85.23%
129.0
97.0 256.0
| ‘ m’ 157.0 1850 2130
IIIIII‘IIIIII‘I“II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0 18.00 18.20 18.40 18.60
43.0 m/z 43.00 80.45%
5000 1290
185.0 228.0
| i |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO70319\

Data File : BG041604.D

Aca On 4 Jul 2019 00:13

Operator : HP/JU

ﬁ?ggle i K3648-02 C-2-CORE-HOLE-2
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown20.29 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.29 2.03 ng 56238 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Preanane 288 C21H36 000481-26-5 38
2 Allopreanane 288 C21H36 000641-85-0 38
3 2.5-Bis(l-methvl-1-silacvclobuty... 274 C16H26Si12 1000280-74-9 38
4 8-Amino-2.6-dimethoxvlepidine 218 C12H14N202 074509-65-2 38
5 4-Piperonyl-5-pyrazolone 218 C11H10N203 014731-80-7 30
Abundance Scan 2928 (20.291 min): BG041604.D (-2924) (-) m/z 43.00 100.00%
430 218.1
5000
109.0 149.1 192.9 L e e e o e e e
96.1 330.1 20.00 20.20 20.40 20.60
rriflt m/z 57.00 87.57%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #134770: Pregnane
2171.0
81.0
5000 2730 U AR AR R
20.00 20.20 20.40 20.60
m/z 218.10 79.60%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #134772: Allopregnane
217.0
288.0 20.00 20.20 20.40 20.60
5000 55.0 95.0 149.0 ' m/z 41.00 63.33%
123.0 178.0
259.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #122804: 2,5-Bis(1-methyl-1-silacyclobutyl)-p-xylene A RmARE RS
218.0 20.00 20.20 20.40 20.60
m/z 217.10 60.66%
5000
246.0
274.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 I IZE)OIOI I262IOI I2é)4IOI I26éd -
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO70319\

Data File : BG041604.D

Aca On 4 Jul 2019 00:13

Operator : HP/JU

ﬁ?ggle i K3648-02 C-2-CORE-HOLE-2
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.14 2.06 ng 56946 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 64
2 Tetradecane 198 C14H30 000629-59-4 64
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 55
4 Octadecane 254 C18H38 000593-45-3 55
5 Tritetracontane 605 C43H88 007098-21-7 52
Abundance Scan 3413 (23.141 min): BG041604.D (-3408) (-) m/z 57.00 100.00%
57.0
85.0
5000

245.1276.0 309.1337 3 371.1 22.80 23.00 23.20 23.40
m/z 43.00 60.48%

113.0 155.9 196.0

m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
5000 85.0 IIIII UL IIIIIIIIII
22. 80 23 00 23.20 23.40
m/z 85.05 52.67%
13.0
0] || P oenee0
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane
57.0
22.80 23.00 23.20 23.40
5000 85.0 m/z 71.00 45 .54%
29.0
L pneesgoreo
m/z--> 50 100 150 200 250 300 350
Abundance #105898: Heptadecane, 8-methyl- B L n o n T M
57.0 22.80 23.00 23.20 23.40
m/z 55.00 34.74%
85.0
5000

| 183.0211.0239.0

m/z--> 50 100 150 200 250 300 350 22. 80 23 00 23. 20 23. 40

126.0
‘ } 154.0
‘ I | i‘ IJ
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO70319\

Data File : BG041604.D

Aca On 4 Jul 2019 00:13

Operator : HP/JU

ﬁ?ggle i K3648-02 C-2-CORE-HOLE-2
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Behenyl chloride Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.94 2.07 ng 57305 Perylene-d12 24.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 58
2 Behenvl chloride 344 C22H45CI 042217-03-8 58
3 Pentadecane 212 C15H32 000629-62-9 53
4 Nonadecane 268 C19H40 000629-92-5 52
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 47

Abundance Scan 3549 (23.940 min): BG041604.D (-3545) (-) m/z 57.05 100.00%

571.0

5000

293.0 355.2 23.60 23.80 24.00 24.20
m/z 71.10 78.39%

248.0

m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 LA LI L L L L L BB L |
85.0 23.60 23.80 24.00 24.20
29.0 : m/z 43.00 70.88%
| ,|, | 1 113.0141.0169.0197.0226.0
— e T
m/z--> 50 100 150 200 250 300 350
Abundance #180096: Behenyl chloride
57.0
R e o
23.60 23.80 24.00 24.20
5000 850 m/z 85.00 51.15%
29.0
| B i e e e B A B s o
m/z--> 50 1 O 150 200 250 300 350
Abundance #71393: Pentadecane
57.0 23.60 23.80 24.00 24.20
m/z 55.00 38.73%
5000 85.0
29.0

|| | 18014101690 2120

m/z--> 50 100 150 200 250 300 350 23. 60 23 80 24 00 24. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BGO70319\

Data File : BG041604.D

Acg On : 4 Jul 2019 00:13

Operator : HP/JU

3?22'6 i K3648-02 C-2-CORE-HOLE-2
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG062619_M
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]
unknown? .56 7.56 85.5 ng 837699 1 8.03 196071 20.0
Tridecanoic acid 18.28 3.0 ng 71983 4 17.42 478110 20.0
unknown20.29 20.29 2.0 ng 56238 5 21.70 553877 20.0
Hexadecane 23.14 2.1 ng 56946 5 21.70 553877 20.0
Behenyl chloride 23.94 2.1 ng 57305 6 24.98 553347 20.0
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