LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG112618\

Data File : BG038150.D

Aca On - 27 Nov 2018 00:40 Instrument :

Operator : JU/SJ BNA_G

Sample - J6061-01 ClientSampleld :

Vi - 112018-JETT-E-D-B
isc :

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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.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

5.175 316 321 331 rVvB2 17865 30919 1.12% 0.225%
5.633 392 399 410 rVvB 252096 422969 15.33% 3.081%
rBv 172813 334972 12.14% 2.440%
7.613 728 736 746 rBV 453947 812195 29.44% 5.916%
8.089 810 817 824 rBV 146617 254812 9.24% 1.856%
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8.412 862 872 880 rBvV 590405 1066286 38.65% 7.767%
9.264 1009 1017 1030 rBV 546138 1006879 36.50% 7.334%
rBv 215981 409872 14.86% 2.986%
13.342 1704 1711 1721 rBV 1427649 2272462 82.38% 16.553%
14.165 1846 1851 1856 rBV 19090 29623 1.07% 0.216%
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11 14.723 1938 1946 1955 rBvV2 351974 587797 21.31% 4.282%
12 16.209 2193 2199 2211 rBV 703216 1090341 39.53% 7.942%
13 17.472 2407 2414 2423 rBV2 420594 676981 24 .54% 4_.931%
14 18.324 2553 2559 2565 rBv4 20285 30711 1.11% 0.224%
15 20.069 2850 2856 2866 rBV 1962882 2758575 100.00% 20.094%

16 21.756 3136 3143 3155 rBV 420843 731383 26.51% 5.328%

17 21.903 3163 3168 3174 rBvV2 27834 42614 1.54% 0.310%
18 22.519 3268 3273 3280 rvB2 37645 61596 2.23% 0.449%
19 23.230 3387 3394 3400 rVB 51827 98075 3.56% 0.714%
20 24.053 3526 3534 3542 rBV2 50538 110438 4 _.00% 0.804%
21 25.022 3690 3699 3700 rBV3 46888 82393 2.99% 0.600%
22 25.081 3701 3709 3726 rVB2 214211 672326 24.37% 4.897%
23 26.180 3886 3896 3907 rBVv4 32859 97749 3.54% 0.712%
24 27.578 4126 4134 4144 rVB7 15280 46339 1.68% 0.338%
Sum of corrected areas: 13728307
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG112618\
Data File : BG038150.D

Aca On - 27 Nov 2018 00:40

Operator : JU/SJ

Sample : J6061-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.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: BG038150.D
1500000
1000000
8.41 926
500000 7.61
5.63
703 8.0 10.90
o 5.18 ﬂ _ﬂ
e e e Ry S o e anan a  m
Time-->  3.50 4.00 450 500 550 600 650 700 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038150.D
20]07
1500000{ 13.34
1000000
16.21
500000 ] 21.76
14,72 17.47
o 14.16 18.32 L 190 2252
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 TIC: BG038150.D
1500000
1000000
500000
25.08
23.23 24.05 25&? 26.18 27.58
O e R I i e B e I B R e e
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\BG112618\
Data File : BG038150.D

Aca On : 27 Nov 2018 00:40

Operator : JU/SJ

Sample : J6061-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.18 2.43 ng 30919 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 Acetone 58 C3H60 000067-64-1 9
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 322 (5.181 min): BG038150.D (-316) (-) m/z 43.00 100.00%
43.0
59.0
5000
| | mo 350 500 520 540 S0
1| N | NS B m/z 59.00 54.24%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL AL LI I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 58.00 17.23%
L I' ' , 83.0 ,
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone
43.0
480 500 520 540 5.60
5000 m/z 39.90 16.28%
15.0
58.0
27.0
”'?9"P¢'W"mu'”“lh"P'”l'”'I”"P"W"”I'”'P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4023: Diacetamide R e e R m
43.0 480 5.00 5.20 5.40 5.60
m/z 101.00 15.91%
5000 59.0
73.0
101.0
28.0 AT | 86.0 \
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 | 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112618\
Data File : BG038150.D

Aca On : 27 Nov 2018 00:40

Operator : JU/SJ

Sample : J6061-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318.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 2 unknown7.61 Concentration Rank 2

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

7.61 63.75 ng 812195 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 735 (7.608 min): BG038150.D (-728) (-) m/z 131.90 100.00%
131.9
5000 68.0
00 si0 || 0% 0 T 780 750 500
e e e e p e m/z 68.00 43.32%
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
132.0
3000 o oI Tk e i
40 T e m/z 133.90  32.90%
‘ 79.0 :
"WH'W”'W“'wl'ﬂh'w*LH“U#“'W“LWH'W“'ﬁ“'w"WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14121: 1H-Tetrazaborole, 5-chloro-4,5-dihydro-1,4-dimethyl-
132.0
720 7.40 7.60 7.80 8.00
5000 36.0 76.0 m/z 66.00 29.24%
89.0
s W L Tme
||||||‘|||||||| \M Hk‘ﬂ‘....‘ﬂl‘..‘.ll..‘l...ll‘....lk‘l..|....|....|‘...l..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.47%
5000
33.0 44.0 00 105.0
“'|“"w"wﬂ'”|'y'|§qﬂ"“l:”llﬁqﬂ"il'ih|“"v"w‘”' N IR I L IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112618\
Data File : BG038150.D

Aca On : 27 Nov 2018 00:40

Operator : JU/SJ

Sample : J6061-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Heptacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.23 2.68 ng 98075 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 80
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 80

Abundance Scan 3394 (23.230 min): BG038150.D (-3387) (-) m/z 57.00 100.00%
57.0
5000 ‘/k_
| JQT" o5 1m1 25 s "2000 2320 23140 25160
SN 0 PO o S 5 S AN - - B m/z 71.00 59.57%
m/z--> 50 100 150 200 250 300 350 q
Abundance #202662: Heptacosane
57.0
5000
23.00 23.20 23.40 23.60
m/z 43.00 55.05%
2§0| | ,9%9, 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 260 2éo 300 3éo
Abundance #215181: 2-methyloctacosane
57.0
" 23.00 23:20 23.40 23.60
5000 m/z 85.00 43.69%
99.0
28.0 ].I‘L | | 1410 1830 2250 267.0 309.0  365.03040
m/z--> 55 160 1%0 260 250 300 3éo
Abundance #152416: Tridecane, 1-iodo-
57.0 23.00 23.20 23.40 23.60
m/z 55.00 24 .10%
5000
28.0
183.0
" ‘ | 230 1410 310.0
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 300 3&'30 ' 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112618\
Data File : BG038150.D

Aca On : 27 Nov 2018 00:40

Operator : JU/SJ

Sample : J6061-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Eicosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
24 .05 3.29 ng 110438 Perylene-d12 25.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3533 (24.047 min): BG038150.D (-3526) (-) m/z 57.00 100.00%
57.0
5000 'J\\

P T TP

13.0 23.80 24.00 24.20 24.40
A 2RO 2829 8S4S | m/z 43.00 63.09%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
5000 LA B L L L L L L

23.80 24.00 24.20 24.40
m/z 71.00 57.11%

13.0 169.0 225.0 282.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

57.0

.

23.80 24.00 24.20 24.40
5000 m/z 85.00 41 _.83%

13.0 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance #141426: Heneicosane
57.0 23.80 24.00 24.20 24.40
m/z 55.00 27 .62%
5000
13.0
|, 169.0 2250 2960
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112618\
Data File : BG038150.D

Aca On : 27 Nov 2018 00:40

Operator : JU/SJ

Sample : J6061-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.02 2.45 ng 82393 Perylene-di12 25.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 3699 (25.022 min): BG038150.D (-3690) (-) m/z 57.00 100.00%
5%.0
5000 {F
99.0 264.0
24.60 24.80 25.00 25.20 25.40
131.9 169.0 206.
LA et | Tw/z 70.95  72.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 LIS A A B
24.60 24.80 25.00 25.20 25.40
99.0 m/z 43.00 65.43%
(L L) 1410 1830 2250 267.0 300.0 367.0
m/z--> éo 160 1éo 260 2éo 360 3éo 460 !
Abundance #209566: Octacosane
57.0
24,60 24.80 25.00 25.20 25.40
5000 m/z 85.00 48 .11%
99.0
250 | |l ) J , 141.0 183.0 2250 2810 337.0 394.0
m/z--> éo 160 1éo 260 2éo 360 3%0 460 !
Abundance #223851: Hentriacontane
57.0 24.60 24.80 25.00 25.20 25.40
m/z 55.00 27 .65%
5000
99.0
‘ || | | ; 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 ! 24.60 24.80 25.00 25.20 25.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG112618\
Data File : BG038150.D

Acq On : 27 Nov 2018 00:40

Operator : JU/SJ

Sample : J6061-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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]
2-Pentanone, 4-hy... 5.18 2.4 ng 30919 1 8.09 254812 20.0
unknown7 .61 7.61 63.8 ng 812195 1 8.09 254812 20.0
Heptacosane 23.23 2.7 ng 98075 5 21.76 731383 20.0
Eicosane 24 .05 3.3 ng 110438 6 25.08 672326 20.0
Hexacosane 25.02 2.5 ng 82393 6 25.08 672326 20.0
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