LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031318\
Data File : BG033129.D

Aca On : 13 Mar 2018 21:28

Operator : SJ/JU

Sample : PB107310BL

Misc :

ALS Vial : 16 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:\HPCHEM1I\BNA G\METHODS\8270-BG022118.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

3.343 5 9 19 rvB 23241 40970 1.31% 0.270%
5.822 423 431 441 rBV 31557 58322 1.87% 0.384%
rBv 650769 1236166 39.58% 8.136%
8.019 797 805 823 rBV 723358 1355832 43.41% 8.924%
8.424 866 874 889 rBvV 682036 1327890 42.52% 8.740%

abrwNPE
)]
w
w
w
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=
=
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=
(00]
)]
w
=

8.912 950 957 965 rBV 167045 300210 9.61% 1.976%
9.253 1005 1015 1024 rBV 729158 1382602 44.27% 9.100%
10.110 1153 1161 1175 rBV 625884 1181957 37.85% 7.779%
11.796 1440 1448 1456 rBV 237702 446981 14.31% 2.942%
14.158 1843 1850 1858 rVB 1556686 2503701 80.17% 16.478%

=
QO ~NO®

11 15.526 2077 2083 2091 rvB2 330315 556999 17.83% 3.666%
12 17.001 2329 2334 2340 rBV2 63062 125794 4._.03% 0.828%
13 17.371 2393 2397 2399 rBvV 50689 80393 2.57% 0.529%
14 17.412 2401 2404 2409 rVB 88993 163198 5.23% 1.074%
15 18.252 2541 2547 2554 rVB2 387721 619260 19.83% 4._.076%

16 20.772 2970 2976 2982 rBV 2294374 3123143 100.00% 20.555%
17 22.611 3283 3289 3306 rVB 320948 690384 22.11% 4.544%

Sum of corrected areas: 15193802
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031318\
Data File : BG033129.D

Aca On : 13 Mar 2018 21:28

Operator : SJ/JU

Sample : PB107310BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA G\METHODS\8270-BG022118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

C:\Database\NIST11.L
LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG033129.D

8.02 g 40 9.25

6.33 10.11

8.91 11.80

.34 5. 82

0
Time-->

750 800 850

700

900 950 10.00 1050 1100 1150 1200 1250

350 4.00 450 500 550 600 650

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG033129.D
20.

77

14.16

15.53

0
Time-->

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
2500000

2000000

1500000

1000000

500000

TIC: BG033129.D

Y | W

0
Time--> 2

3.00 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:\HPCHEM1\BNA G\DATA\BG031318\
Data File : BG033129.D

Aca On : 13 Mar 2018 21:28

Operator : SJ/JU

Sample : PB107310BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 1 Propane, 2,2-dimethoxy- Concentration Rank 5

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

3.34 2.73 ng 40970 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 CH3C(0)YCH2CH20H 88 C4H802 000590-90-9 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 N-Hvdroxvmethvlacetamide 89 C3H7NO2 000625-51-4 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 9 (3.343 min): BG033129.D (-5) (-) m/z 73.05 100.00%
73
43
5000
89
37 57 3.40 350 3.60 3.70 3.80
e b e e e || M7z 43.05  67.66%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 R IR LA U LR
3.40 3.50 3.60 3.70 3.80
a1 89 m/z 89.05 28.71%
L I "|"2'¢'|"'36 ‘%8|'“§?|" "|ll LS L U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
340 350 360 3.70 3.80
5000 m/z 41.05 11.76%
15 31 55 g1 0
26 38 50 88
miz--> 10 20 3 4 50 60 70 8 9%
Abundance #734: N-Ethylformamide R REa e A RARAR L
30 3.40 3.50 3.60 3.70 3.80
73 m/z 45.05 8.19%
5000
44 58
18 “
'”I}%'“'?§' ”"?%”'|"”|"'w""w"'|”"| RS IR LA U LR
m/z--> 10 20 30 40 50 60 70 80 90 3.40 3.50 3.60 3.70 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031318\
Data File : BG033129.D

Aca On : 13 Mar 2018 21:28

Operator : SJ/JU

Sample : PB107310BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.82 3.89 ng 58322 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 431 (5.822 min): BG033129.D (-423) (-) m/z 43.05 100.00%
43
5000 o9
o | e “l’l 540 560 580 6.00 6.20
RMREREEMESIRMBREE o 1 HSSSBTD | NI MR dMNU M m/z 59.05 52.02%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRI LA RS SR
59 5.40 5.60 5.80 6.00 6.20
m/z 58.05 16.02%
15 31 101
| 25 7 37, 53 83
miz--> 5 % m k% & B % % 1% 1
Abundance
43
540 560 580 6.00 6.20
5000 m/z 101.05 14.76%
101
15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LA LN NI N LR R}
59 540 560 5.80 6.00 6.20
m/z 41.05 9.08%
5000
a1 101
T "|'}§'|' '”“?%""JJJ"l??W' |"'§?" "|§?"|' U B USRI R UL AR R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031318\
Data File : BG033129.D

Aca On : 13 Mar 2018 21:28

Operator : SJ/JU

Sample : PB107310BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 unknown8.42 Concentration Rank 2

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

8.42 88.46 ng 1327890 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
2 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

m/z 131.95 100.00%

|

800 820 840 860 880

m/z 68.05 45_.16%

|

800 8.20 840 8.60 8.80

m/z 133.95 31.08%

|

8.00 8.20 8.40 8.60 8.80

Abundance Scan 873 (8.418 min): BG033129.D (-866) (-)
5000 68
96
75 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethy!-
132
117
5000
39 o1
51
27 ‘ 105 ‘
S A -l YU BB N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117
5000
51 65 ol
15 27 % 58 T g4 0g105
wwwmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
41 97
53 117
gy bl S 2005 L2e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

m/z 66.05 29.88%

-

8.00 8.20 8.40 8.60 8.80

m/z 69.05 18.34%

L

8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031318\
Data File : BG033129.D

Aca On : 13 Mar 2018 21:28

Operator : SJ/JU

Sample : PB107310BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.37 2.60 ng 80393 Phenanthrene-d10 18.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 72
2 Trichloroacetic acid. undecvl ester 316 C13H23CI1302 074339-49-4 47
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 43
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 43
5 Pivalate, (2-nitro-5-methyl-2-cy... 241 C12H19NO4 1000197-45-6 38
Abundance Scan 2397 (17.371 min): BG033129.D (-2393) (-) m/z 57.05 100.00%
57
5000 \KJA“\“Nﬂ,w-///\\\__anvﬂﬁﬁ
43 | 71 17.00 17.20 17.40 17.60
85 111125140 196 . : : .
— ,..T-'..,l.'...,...-.}.2?..,..?“.3,7.1.7.1. 23 8L h/z 55.05  15.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119531: 1-Octanol, 5,7, 7-trimethyl-2-(1,3,3-trimethylbutyl)-
57
5000 DA BURBL B B
ﬂ%ﬂ%ﬂ@ﬂm
m/z 43.05 12.53%
83 g7 140
27 | ) 7 9711125140 1674 19623 255270
III""I""I""I""I""I""IIIII SRSBRAARSRARRELARRE RARRN RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 = 83 g7
17.00 17.20 17.40 17.60
5000 m/z 69.05 12.04%
" 11,

154 181 199

W@mﬁmﬁwﬁmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #181286: 3-Chloropropionic acid, heptadecyl ester L B e
17.00 17.20 17.40 17.60

m/z 41.05 11.23%

%

5000

125

5

139154168182196210224238 253
.
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17,20 17.40 1760
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
Data File : BG033129.D

Acq On : 13 Mar 2018 21:28

Operator : SJ/JU

Sample : PB107310BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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]
Propane, 2,2-dime... 3.34 2.7 ng 40970 1 8.91 300210 20.0
2-Pentanone, 4-hy... 5.82 3.9 ng 58322 1 8.91 300210 20.0
unknown8 .42 8.42 88.5 ng 1327890 1 8.91 300210 20.0
1-Octanol, 5,7,7-... 17.37 2.6 ng 80393 4 18.25 619260 20.0
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