LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101619\

Data File : BG043251.D

Aca On : 16 Oct 2019 18:57 Instrument :
Operator : JU gll\:gﬁ(t;Sam leld :
a?ggle i K5374-01 STOCKngl
ALS Vial : 7 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-BG092519 .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 3.152 4 11 19 rBvV 59954 138558 3.78% 0.702%
2 3.228 19 24 36 rvB 157893 261683 7.15% 1.327%
3 5.631 426 433 449 rBV 735174 1289162 35.21% 6.535%
4 7.223 696 704 721 rBV 772417 1498237 40.92% 7 .595%
5 7.588 759 766 778 rBV 800352 1428781 39.02% 7.243%
6 8.052 839 845 852 rBV 171711 300163 8.20% 1.522%
7 8.375 892 900 913 rBV 624091 1122142 30.64% 5.689%
8 9.209 1034 1042 1060 rBV 423199 872559 23.83% 4._.423%
9 10.854 1315 1322 1334 rBV 173219 369429 10.09% 1.873%
10 13.299 1731 1738 1759 rBVY 1250474 2109832 57.62% 10.696%

11 14.121 1872 1878 1890 rBV 215274 361009 9.86% 1.830%
12 14.673 1965 1972 1984 rBV2 332726 569889 15.56% 2.889%
13 16.166 2216 2226 2245 rBV 1155303 1987998 54.29% 10.078%
14 17.423 2433 2440 2455 rBV 428750 759373 20.74% 3.850%

15 17.541 2455 2460 2469 rVB9 22879 45534 1.24% 0.231%
16 18.310 2586 2591 2600 rBV2 44689 82310 2.25% 0.417%
17 19.480 2784 2790 2794 rBV 25321 41565 1.14% 0.211%
18 19.838 2848 2851 2859 rVB3 27389 37713 1.03% 0.191%

19 20.032 2878 2884 2899 rBV 2594871 3661758 100.00% 18.563%
20 21.336 3101 3106 3116 rBV3 92152 183775 5.02% 0.932%

21 21.413 3117 3119 3127 rVB4 18471 38799 1.06% 0.197%
22 21.695 3160 3167 3184 rVB2 512027 977571 26.70% 4._.956%
23 21.883 3193 3199 3204 rBV2 31476 47766 1.30% 0.242%
24 22.494 3299 3303 3308 rBv4 36915 61428 1.68% 0.311%
25 23.187 3415 3421 3427 rVB3 34026 72434 1.98% 0.367%
26 23.375 3448 3453 3459 rBV2 24751 46709 1.28% 0.237%
27 23.539 3474 3481 3488 rVB10 27036 61272 1.67% 0.311%
28 23.992 3552 3558 3564 rVB4 44439 97166 2.65% 0.493%

29 24.926 3703 3717 3730 rBV2 331083 1082344 29.56% 5.487%
30 26.084 3905 3914 3922 rVB4 38543 118751 3.24% 0.602%

Sum of corrected areas: 19725710
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101619\
Data File : BG043251.D

Aca On : 16 Oct 2019 18:57

Operator :© JU

Sample : K5374-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library C:\Database\
TIC Integration Parameters:

NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
2500000

2000000

1500000

1000000

500000

3.23

TIC: BG043251.D

5.63 7.22 7.59

8.37
9.21

8.05 10.85

0
Time-->

350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 10.50 1100 1150 1200 1250

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG043251.D
20.03

13.30
16.17

21.69
17.42

14.12

18.31 22.49

7.54 19.4819.841 2313 |p1.88

05
Time-->

A
LI U N B e B B B e e Bt Bt B N R B B B B e B B

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
2500000

2000000

1500000

1000000

500000

TIC: BG043251.D

24.93

23282854 23.99

26.08

O 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\HPCHEMI\BNA G\DATA\BG101619\
Data File : BG043251.D

Aca On : 16 Oct 2019 18:57

Operator :© JU

Sample : K5374-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Iron pentacarbonyl Concentration Rank 4

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

3.15 9.23 ng 138558 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 lron pentacarbonvl 196 C5Fe05 013463-40-6 56
3 Cvanic acid. 2-methvlpropvl ester 99 C5H9NO 001768-25-8 45
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 43
5 Cyclobutane 56 C4H8 000287-23-0 43

Abundance Scan 11 (3.152 min): BG043251.D (-4) (-) m/z 56.10 100.00%

6
il 84
5000
69

320 330 340 350 3.60

148
0 O AUV A NN 3 m/z 84.05 64.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1455: Cyclohexane
56 84
5000 41 LELILIN L L L L B LI B
69 3.20 3.30 3.40 3.50 3.60
- m/z 41.10 59.79%
0 15 n 1l
- IIIIIIIIIIIIIIIIIIIIIIIII L L IIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58382: Iron pentacarbonyl
56
84
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 31.18%
42 | e "2 g0 168 196
) S SN S U - A ) Y AS—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3522: Cyanic acid, 2-methylpropy! ester R RARRAREEAL L
41 3.20 3.30 3.40 3.50 3.60
m/z 39.10 29.38%
56
5000
29 84
[ A
o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101619\
Data File : BG043251.D

Aca On : 16 Oct 2019 18:57

Operator :© JU

Sample : K5374-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.23 17.44 ng 261683 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 64
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 24 (3.228 min): BG043251.D (-19) (-) m/z 73.10 100.00%
7B

-

5000 43
| 3.20 3.30 3.40 3.50 3.60
o...UL,A"..'..,....,....,20.7...,....,....,?‘?9. m/z 43.10 41.05%
m/z--> 50 100 150 200 250 300 350
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

3.20 3.30 3.40 3.50 3.60

43
| l m/z 55.10 25.08%
oﬁ—rat-JL,.J..,....,....,....,....,....,...
m/z--> 50 100 150 200 250 300 350
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
a1 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 24.79%
15 W ‘ J 97
O L e LA e o e e e e o e S I BN L e e o
m/z--> 50 100 150 200 250 300 350
Abundance #4436: Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.04%
5000
45
.|
ol 208
m/z--> 50 100 150 200 250 300 350 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101619\
Data File : BG043251.D

Aca On : 16 Oct 2019 18:57

Operator :© JU

Sample : K5374-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 unknown7.59 Concentration Rank 1

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

7.59 95.20 ng 1428780 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 766 (7.588 min): BG043251.D (-759) (-) m/z 132.00 100.00%
132
5000 68 K
96 S S RS AR
40 l 370 720 7.40 7.60 7.80 8.00
0 A m/z 68.10 41.77%

m/z--> 50 100 150 200 250 300 350
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000

7.20 7.40 7.60 7.80 8.00

3 70 m/z 134.00 33.61%
1 51 |
P
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 R e e o R
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.46%
31 51
ol 4l |
e T
m/z--> 50 100 150 200 250 300 350
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132 7.20 7.40 7.60 7.80 8.00

m/z 69.10 19.10%

5000
67
91
45
. IM\‘IA\WI M ;‘\ L |

m/z--> 50 100 150 200 250 300 350 7.20 7.40 7. 60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101619\
Data File : BG043251.D

Aca On : 16 Oct 2019 18:57

Operator :© JU

Sample : K5374-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.31 2.17 ng 82310 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Undecanoic acid 186 C11H2202 000112-37-8 60
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47
Abundance Scan 2591 (18.310 min): BG043251.D (-2586) (-) m/z 73.05 100.00%
60 73
43
5000
213
157171 149
185 18.00 18.20 18.40 18.60
(o} m/z 60.10 90.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
18.00 18.20 18.40 18.60
m/z 43.05 81.05%
| lITJJ 143157171185199213
Ob e
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
18.00 18.20 18.40 18.60
5000 m/z 55.05 78.40%
29
0.}ﬁ.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50052: Undecanoic acid
41 6073 18.00 18.20 18.40 18.60
m/z 41.10 68.11%
5000
2 129143
‘ 101115 ‘ ‘ 157 186
ol ‘H“ﬂ..w.”.,”.w..” S
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\HPCHEMI\BNA G\DATA\BG101619\
Data File : BG043251.D

Aca On : 16 Oct 2019 18:57

Operator :© JU

Sample : K5374-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 2-Hepten-4-one, 6-hydroxy-2... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.34 3.76 ng 183775 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hepten-4-one. 6-hvdroxv-2-meth... 236 C15H2402 038043-98-0 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 Trihexadecvl borate 735 C48H99B03 002665-11-4 90
4 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 90
5 1-Nonadecene 266 C19H38 018435-45-5 89
Abundance Scan 3107 (21.342 min): BG043251.D (-3101) (-) m/z 57.10 100.00%

57
83
5000
111
PN IUNIUE BRI DU

140 190 227 267 21.00 21.20 21.40 21.60

0,....',.'..“,]".1.".,"‘,'....,....,..?‘.u,....,....,....,.. m/z 55.10 78.79%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90789: 2-Hepten-4-one, 6-hydroxy-2-methyl-6-(4-methyl-3-c...

3

=5 138
5000 T[T I T[T rr[rrrrprrror
21.00 21.20 21.40 21.60
218 m/z 43.05 74 .96%
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
R R m A
21.00 21.20 21.40 21.60
5000 m/z 83.10 64 .55%
29
ol 1 L 139 196224 269
-
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #243153: Trihexadecyl borate
57 21.00 21.20 21.40 21.60
m/z 71.05 60.50%
83
5000
” 111 225
ol hﬂ1?1169196 251 287 511
e et LR BEEaE S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. OO 21. 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101619\
Data File : BG043251.D

Aca On : 16 Oct 2019 18:57

Operator :© JU

Sample : K5374-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 7 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.08 2.19 ng 118751 Perylene-d12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Pentacosane 352 C25H52 000629-99-2 62
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 58
4 Triacontane 422 C30H62 000638-68-6 58
5 Docosane 310 C22H46 000629-97-0 58
Abundance Scan 3913 (26.078 min): BG043251.D (-3905) (-) m/z 57.10 100.00%
57
- MWJJL‘“‘J\

3 249268 245 371 25.80 26.00 26.20 26.40
Ob——l m/z 71.10 79.49%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85

5000 ...................
2580 2600 26 20 26. 40

‘ m/z 43.10 77.03%

29 141
L2 Jl L mm e,
m/z--> 50 150 200 250 300 350
Abundance #185533: Pentacosane
57
I
25.80 26.00 26.20 26.40
5000 85 m/z 85.10 55.65%
113
oL 2Lt 169189 210 230 267 295 303 352
e T
m/z--> 50 100 150 200 250 300 350
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57 25.80 26.00 26.20 26.40
m/z 55.10 33.28%
5000 85
113
I
m/z--> 50 100 150 200 250 300 350 25. 80 26. OO 26 20 26. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101619\
Data File : BG043251.D

Acq On : 16 Oct 2019 18:57

Operator : JU

Sample : K6374-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
Iron pentacarbonyl 3.15 9.2 ng 138558 1 8.05 300163 20.0
Butane, 2-methoxy... 3.23 17.4 ng 261683 1 8.05 300163 20.0
unknown? .59 7.59 95.2 ng 1428780 1 8.05 300163 20.0
n-Hexadecanoic acid 18.31 2.2 ng 82310 4 17.42 759373 20.0
2-Hepten-4-one, 6... 21.34 3.8 ng 183775 5 21.69 977571 20.0
Eicosane 26.08 2.2 ng 118751 6 24.93 1082340 20.0
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