LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO30719\
Data File : BG039804.D

Aca On > 7 Mar 2019 16:11

Operator : JU/SJ

Sample : K1780-01

Misc :

ALS Vial : 5 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-BG030419.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

3.208 15 20 29 rBv2 74005 135927 3.37% 0.640%
3.278 29 32 39 rvB 49326 68995 1.71% 0.325%
rBv 962335 1540688 38.20% 7.259%
7.302 709 717 728 rBV 1056223 1842236 45.67% 8.679%
7.684 774 782 792 rBV 943099 1635762 40.56% 7.706%
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8.154 856 862 872 rVB 154052 263502 6.53% 1.241%
8.477 909 917 926 rVB 662359 1152306 28.57% 5.429%
9.329 1054 1062 1073 rBV 579652 1063137 26.36% 5.009%
10.974 1335 1342 1350 rBV 218443 399054 9.89% 1.880%
13.406 1748 1756 1763 rBVY 1703058 2684929 66.57% 12.649%

=
QO ~NO®

11 14.222 1886 1895 1901 rBV 115618 170611 4.23% 0.804%
12 14.780 1983 1990 2000 rBV2 393268 629342 15.60% 2.965%
13 16.267 2236 2243 2260 rBV 1431380 2204464 54.66% 10.386%
14 17.524 2451 2457 2468 rBV 533368 813959 20.18% 3.835%
15 18.375 2595 2602 2612 rBV2 60356 104844 2.60% 0.494%

16 20.120 2892 2899 2904 rBV 2963722 4033361 100.00% 19.002%

17 21.401 3113 3117 3128 rBV2 40597 82906 2.06% 0.391%
18 21.812 3180 3187 3196 rVB 546858 916373 22.72% 4.317%
19 22.581 3313 3318 3325 rBV2 36998 58577 1.45% 0.276%

20 23.304 3433 3441 3452 rBV2 88702 178897 4._.44% 0.843%
21 24.138 3574 3583 3591 rBV2 50479 116195 2.88% 0.547%
22 25.184 3743 3761 3774 rVB2 308261 982471 24.36% 4.629%

23 26.306 3940 3952 3960 rBV2 32466 105576 2.62% 0.497%
24 27.722 4185 4193 4203 rVB4 13346 41827 1.04% 0.197%

Sum of corrected areas: 21225939
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO30719\
Data File : BG039804.D

Aca On : 7 Mar 2019 16:11

Operator : JU/SJ

Sample : K1780-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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: BG039804.D

2500000

2000000

1500000

1000000 5.70 7.68

8.48 033
500000
10.97

3218 8.15

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 8.50 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG039804.D

20112

2500000

2000000
13.41

1500000 16.27

1000000

17.52 21.81
500000 14.78

14.22 )\ 18.38 21.40 22.58
] N e g A S | GO NS i S Ao | G o

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: BG039804.D

2500000
2000000
1500000
1000000

500000 2518

23.30 jm
3.3 24.14 26.31 27.72

e e e e T T = = R E LTS

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\BGO30719\
Data File : BG039804.D

Aca On : 7 Mar 2019 16:11

Operator : JU/SJ

Sample : K1780-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 4

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

3.28 5.24 ng 68995 1,4-Dichlorobenzene-d4 8.15
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 40
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 32
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25

Abundance Scan 32 (3.278 min): BG039804.D (-29) (-) m/z 73.15 100.00%
7B
5000 43
55 87
x5 3.203.30 3.403.503.60 3.70
Ol M b e e | mM/Z 43.200 47.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 A AR AN AR R AR AR
43 3.203.30 3.40 3.503.60 3.70
55 87 m/z 55.20 29.96%
fg i 80
G s S AR RS RARRS RARRS ALARS IR RS LA SRS RARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.203.30 3.403.503.60 3.70
5000 a1 55 m/z 87.20 25.41%
29 ‘
o 1L \‘\ Uoesl], so | o7 112 10
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol
73 3.203.30 3.403.503.60 3.70
55 m/z 45.15 12.18%
43
5000
27 ‘
0"P%éﬁ'”'P'“I'”'P'”I'”'P'“?%”'P'“I'”'P"W'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.203.30 3.403.503.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO30719\
Data File : BG039804.D

Aca On : 7 Mar 2019 16:11

Operator : JU/SJ

Sample : K1780-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknown7.8 Concentration Rank 1

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

7.68 124.16 ng 1635760 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 781 (7.678 min): BG039804.D (-774) (-) m/z 132.15 100.00%
132
5000 68
0 ool g s T Tho Tho 550
Ok i e e e e M/Z 68,15 44 .05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 AT T

7.40 7.60 7.80 8.00
m/z 134.15  32.42%

15 28 39 52 8 77 00 104

R e A e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
R maE e RN RAR
7.40 7.60 7.80 8.00
5000 m/z 66.15 30.42%
104
51 .o 66 77
oL 14 27 37449 88 | . 89 97 | 115 \
e e e et e e e e e
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R RAREEEEE
132 7.40 7.60 7.80 8.00
m/z 69.25 17.68%
5000 67
41 53 97 117
Ll 2 e
o ..“...,....,?ﬂai:h..ihn.§ﬁhhlh.ﬂﬁﬂﬁ...q.Ja.,???q...L\%g4.ﬂ‘.”,... e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO30719\
Data File : BG039804.D

Aca On : 7 Mar 2019 16:11

Operator : JU/SJ

Sample : K1780-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 6
R.T. EstConc Area Relative to ISTD R.T.
18.38 2.58 ng 104844 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Undecanoic acid 186 C11H2202 000112-37-8 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 2603 (18.381 min): BG039804.D (-2595) (-) m/z 43.20 100.00%
0
5000
85 129 213
171 256 ARSI DU SV I
112 | 14 | | | 349 18.00 18.20 18.40 18.60
ol wd L b P Tm/z 60.15 91.62%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
4
5000 129
83 18.00 18.20 18.40 18.60
o 157 g5 213 256 m/z 73.15 91.57%
o bl .l|..l.l. '|..'..|l....|....|.
m/z--> 50 100 150 200 250 300 350
Abundance #72647: Tridecanoic acid
73
43 18.00 18.20 18.40 18.60
5000 129 m/z 57.25 88 .88%
171
i ‘ 97 l 214
o) |2| "llu Illllilltiuw ;h\lkl IF‘?% i I{I | I‘wl — T
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid N
43 | 73 18.00 18.20 18.40 18.60
m/z 55.25 85.44Y%
5000 129
97 199 242
157
Ouuzuull'lu‘.lHu'IlJ.L.‘. I{I{I .'18.09. ‘i |\2|23| .{ — D am L A
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO30719\
Data File : BG039804.D

Aca On : 7 Mar 2019 16:11

Operator : JU/SJ

Sample : K1780-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Eicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.30 3.90 ng 178897 Chrysene-di12 21.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 81
3 Tetratetracontane 619 C44H90 007098-22-8 49
4 Sulfurous acid. butvl pentadecvl... 348 C19H4003S 1000309-18-2 49
5 Tritetracontane 605 C43H88 007098-21-7 49

Abundance Scan 3440 (23.298 min): BG039804.D (-3433) (-) m/z 57.20 100.00%
57
5000 \
1 9 i s 2500 2520 2340 2360
O A g 83 o S e || M/Z 43.15  72.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129491: Eicosane
57
5000 UV BB U
Bmmmmmmm
m/z 59.15 50.17%
0.2 %?‘141 183 225 282
miz-> O B0 100 180 200 250 30 30 4% 450 590 550 640
Abundance #128443: 9-Octadecenamide, (2)-
50
23.00 23.20 23.40 23.60
5000 m/z 55.15 49 .32%
o 72250 100 200 71
m/z--> 6 éo 160 150 200 250 300 350 400 4%0 560 séo 660
Abundance #241527: Tetratetracontane TR e e
57 23.00 23.20 23.40 23.60
m/z 71.10 45 _.14%
5000
97
o , 141 183 225 267 309 351 393 432463 505 561 603
m/z--> 6 éo 160 1%0 200 250 300 350 400 450 500 séo 660 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO30719\
Data File : BG039804.D

Aca On : 7 Mar 2019 16:11

Operator : JU/SJ

Sample : K1780-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 8 Sulfurous acid, butyl decyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.31 2.15 ng 105576 Perylene-di12 25.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 80
2 Dodecane. l1l-iodo- 296 C12H251 004292-19-7 80
3 Heptadecane 240 C17H36 000629-78-7 72
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 64
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 3953 (26.312 min): BG039804.D (-3940) (-) m/z 57.25 100.00%
57
43 | 71
5000 85
125141156169 193 210225 249 267281 26.00 26.20 26.40 26.60
0 ...,....,l...I,..“.-.,-'!..-.",..-:'.,."..-.,..1.“_??.... i PR m/z 71.25  62.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125656: Sulfurous acid, butyl decyl ester
57
5000 a3 | 18O 26.00 26.20 26.40 26.60
m/z 43.15 60.06%
29 99 141
0 | | 175 193
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280
Abundance #140552: Dodecane, 1-iodo-
57
71 NSNS I RS
26.00 26.20 26.40 26.60
5000 43 85 m/z 85.25 44 _92%
29 99
m/z--> 20 40 eb 85 100 120 150 160 180 200 220 240 260 280
Abundance #94346: Heptadecane
57 26.00 26.20 26.40 26.60
43 | 5 m/z 55.15 24 .41%
85
5000
29 99
as | g g J 5 17141195160183107511 240
m/z--> 20 40 60 85 160 150 140 160 180 200 220 240 260 280 26.00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO30719\
Data File : BG039804.D

Acq On : 7 Mar 2019 16:11

Operator : JU/SJ

Sample : K1780-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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]
Butane, 2-methoxy... 3.28 5.2 ng 68995 1 8.15 263502 20.0
unknown7 .8 7.68 124.2 ng 1635760 1 8.15 263502 20.0
n-Hexadecanoic acid 18.38 2.6 ng 104844 4 17.52 813959 20.0
Eicosane 23.30 3.9 ng 178897 5 21.81 916373 20.0
Sulfurous acid, b... 26.31 2.1 ng 105576 6 25.18 982471 20.0
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