Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\SVOASRVA\HPCHEMI\BNA G\DATA\BG111518\

BG038019.D

15 Nov 2018 15:04
JuUssJ

J5950-04

5 Sample Multiplier: 1
Parameters: rteint.p
RTE

ON

1

0.2

0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

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
1 3.752 76 79 87 rBv 36040 63528 1.77% 0.304%
2 5.168 314 320 327 rBV 53329 87981 2.46% 0.421%
3 5.627 391 398 410 rBV 999123 1675952 46.79% 8.022%
4 7.236 663 672 684 rBY 1062181 1994957 55.69% 9.549%
5 7.612 728 736 744 rBVY 1009610 1766422 49.31% 8.455%
6 8.088 809 817 830 rBV 156399 283987 7.93% 1.359%
7 8.406 864 871 880 rVB 689313 1273751 35.56% 6.097%
8 9.263 1009 1017 1027 rBV 642979 1185724 33.10% 5.675%
9 10.903 1289 1296 1306 rBV 219611 418295 11.68% 2.002%
10 13.341 1703 1711 1725 rBV 1698178 2619578 73.13% 12.539%
11 14.164 1844 1851 1857 rBV 142163 213454 5.96% 1.022%
12 14.722 1939 1946 1955 rVB2 366564 617933 17.25% 2.958%
13 16.208 2192 2199 2213 rBV3 1312685 2083874 58.17% 9.974%
14 17.466 2406 2413 2420 rBV2 484458 754941 21.08% 3.614%
15 18.323 2554 2559 2570 rBV2 105915 178094 4_.97% 0.852%
16 19.593 2770 2775 2782 rBvV2 44131 80085 2.24% 0.383%
17 20.068 2849 2856 2863 rBY 2682308 3582112 100.00% 17.146%
18 20.732 2963 2969 2975 rBvV 43332 68441 1.91% 0.328%
19 21.749 3135 3142 3149 rBV2 466970 797536 22.26% 3.817%
20 22.513 3266 3272 3277 rBV3 24525 44905 1.25% 0.215%
21 23.218 3386 3392 3399 rVB3 36706 67978 1.90% 0.325%
22 24.040 3526 3532 3543 rVvB4 38236 87774 2.45% 0.420%
23 25.068 3689 3707 3720 rVB2 268067 869840 24.28% 4.163%
24 26.167 3883 3894 3905 rBV3 24116 75059 2.10% 0.359%

Sum of corrected areas: 20892201
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111518\
Data File : BG038019.D

Aca On : 15 Nov 2018 15:04

Operator : JU/SJ

Sample = J5950-04

Misc :

ALS Vial : 5 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

Abundance TIC: BG038019.D
2500000

2000000

1500000

5.63 724 761

1000000
500000
10.90
3. .75 5 17 A
0

Time--> 3.50 4.00 4.50 500 550 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG038019.D

20107
2500000

2000000
13.34

1500000
16.21

1000000

17.47 21.75
500000 14.72

14.16
18.32 1950 || 20.73 2251

Oﬁ—g |||||||||||||||||||||||||||||||||||||JL||||||||||||/|L|||||||||||A|||||||||||||||||||||

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: BG038019.D

2500000

2000000

1500000

1000000

500000
25.07

23.22 24.04 26.17

R e R A S R

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\BG111518\
Data File : BG038019.D

Aca On : 15 Nov 2018 15:04

Operator : JU/SJ

Sample = J5950-04

Misc :

ALS Vial : 5 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 (S)-(+)-1,2-Propanediol Concentration Rank 5

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

3.75 4_47 ng 63528 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propnanediol 76 C3H802 004254-15-3 64
2 Propvlene Glvcol 76 C3H802 000057-55-6 43
3 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
4 Propanoic acid. 2-hvdroxv-. meth... 104 C4H803 002155-30-8 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 79 (3.752 min): BG038019.D (-76) (-) m/z 44.95 100.00%
43.0
5000
e R e
61.0 3.40 3.60 3.80 4.00
eSS 40 Ot M7z 43.00  16.92%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
5000 SRS R
3.40 3.60 3.80 4.00
m/z 44.00 5.46%
14.019.0 26010 390 |, 55.0 61.0 75.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #938: Propylene Glycol
45.0
340 360 380 400
5000 m/z 61.00 5.35%
29.0
140190 [ 390/ 55.0 61.0 76.0
IR N0 S R A I i
Abundance #944.R()l,2pr0paned|o| LA LN L L L LB L I
45.0 3.40 3.60 3.80 4.00
m/z 46.00 3.31%
5000
29.0
140190 || 300, 55.0 61.0 76.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 | | 340 360 3.80 400
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111518\
Data File : BG038019.D

Aca On : 15 Nov 2018 15:04

Operator : JU/SJ

Sample = J5950-04

Misc :

ALS Vial : 5 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 6.20 ng 87981 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 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butanoic acid. 4-amino-3-hvdroxv... 119 C4H9NO3 000924-49-2 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 320 (5.168 min): BG038019.D (-314) (-) m/z 43.00 100.00%
43.0
59.0
5000
60 1°|1-° 480 500 520 540 560
MRS 11 SRSMIRMUSUD | PERERSSEERS Lt RMR FEMI m/z 59.00 56.92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN LN I L
59.0 480 500 520 540 5.60
0
15.0 a0 1010 m/z 101.00 16.65%
"'l“t'|“'W”“'“U“"|“"|“"|“"?iq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethy!| ester
43.0
o 250 550 520 540 560
5000 m/z 58.00 16 .58%
20.0 101.0
50 | Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T P T T P
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.16%
5000
101.0
150 310 %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111518\
Data File : BG038019.D

Aca On : 15 Nov 2018 15:04

Operator : JU/SJ

Sample = J5950-04

Misc :

ALS Vial : 5 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 3 unknown7.61 Concentration Rank 1

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

7.61 124.40 ng 1766420 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 736 (7.612 min): BG038019.D (-728) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 ISR S RS AR A
40.0 54.0 J 7.20 7.40 7.60 7.80 8.00
B R E X R m/z 68.00 44.21%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR AR RN RS
7.20 7.40 7.60 7.80 8.00
310 510 ‘ ‘ m/z 133.90 33.16%
‘ [ H l !
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 30.38%
41.0 97.0
‘ ‘ 117.0
"“i“' .%Lr.ol‘.“l‘.‘.‘Br:ll‘".O.‘.‘k o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.21%
74.0
5000 98.0 116.0
||||||||‘|‘|‘|‘||‘|‘“|||“|||‘H“||‘|“|||‘H| ||EI-5|8.O|||||]|-8|9.|0| e
m/z--> 40 60 80 100 120 140 160 180 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\BG111518\
Data File : BG038019.D

Aca On : 15 Nov 2018 15:04

Operator : JU/SJ

Sample = J5950-04

Misc :

ALS Vial : 5 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.32 4.72 ng 178094 Phenanthrene-d10 17.47
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 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2558 (18.318 min): BG038019.D (-2554) (-) m/z 73.00 100.00%
43.0 |, 73.0
5000 129.0
97.0 213.1
171.1 04 256.0 18.00 18.20 18.40 18.60
. m/z 60.00 92 .51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 SR DU SRR DL BN

18.00 18.20 18. 40 18.60

0
1570 1g50 2130 256.0 m/z 43.00 87.16%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 57.00 80.31%
171.0
[ ) L
...,.‘z..‘,“ ““‘.‘:‘..HH I m N N A
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0 18.00 18.20 18.40 18.60
m/z 55.00 78.77%
5000 129.0
15.0 \‘ If Lﬁ
I R RARRERE

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\BG111518\
Data File : BG038019.D

Aca On : 15 Nov 2018 15:04

Operator : JU/SJ

Sample = J5950-04

Misc :

ALS Vial : 5 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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.59 2.12 ng 80085 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 92
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52

Abundance Scan 2775 (19.593 min): BG038019.D (-2770) (-) m/z 73.00 100.00%

43.0 730
5000 129.0

19.20 19.40 19.60 19.80 20.00
m/z 43.00 94 .50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 |, 73.0
5000 129.0 i o o R
19 20 19. 40 19 60 19. 80 20. OO
0
2410 284.0 m/z 60.00 84 .09%
207.0
11T}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0
19.20 19.40 19.60 19.80 20.00
5000 129.0 m/z 57.00 82.49%
1500 Il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39470: n-Decanoic acid e EREaaE e
60.0 19.20 19.40 19.60 19.80 20.00
m/z 55.00 66.26%
50001 o 126.0
B 10 RTI - e LSt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19 20 19. 40 19 60 19. 80 20. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111518\
Data File : BG038019.D

Aca On : 15 Nov 2018 15:04

Operator : JU/SJ

Sample = J5950-04

Misc :

ALS Vial : 5 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 7 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .04 2.02 ng 87774 Perylene-d12 25.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 3532 (24.040 min): BG038019.D (-3526) (-) m/z 57.00 100.00%
51.0
920 " 23.80 24.00 24.20 24.40
41.0 220.9
A dAores 200 2mp0 L SUsT00 62, 77
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 L SR LR BB B
Bmmmmmmm
m/z 71.00 56.74%
99.0
250 | |l ) j , 141.0 183.0 2250 281.0 337.0 394.0
m/z--> éo 160 1%0 260 250 360 3%0 460 !
Abundance #223851: Hentriacontane
57.0
23.80 24.00 24.20 24.40
5000 m/z 84.95 44 _11%
99.0
‘ ||l |y 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> éo 160 1%0 260 250 360 3éo 460 !
Abundance #175557: Tetracosane
57.0 23.80 24.00 24.20 24.40
m/z 54.95 25.45%
5000
99.
25)0 ‘ f }410 183.0 225.0 267.0 338.0
m/z--> éo 100 150 260 250 360 3éo 460 ! 2380 2400 2420 2440
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Tentatively ldentified Compound (LSC) summary

Data Path :

Data File : BG038019.D

Acq On : 15 Nov 2018 15:04
Operator : JU/SJ

Sample - J5950-04

Misc :

ALS Vial :

Quant Method
Quant Title

TIC Library

5 Sample Multiplier: 1

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

(S)-(+)-1,2-Propa. - -
2-Pentanone, 4-hy...
unknown7.61
n-Hexadecanoic acid
Octadecanoic acid
Octacosane

8270-BG111318.M Fri Nov 16 10:21:00 2018

RT EstConc

5.17
7.61
18.32
19.59
24 .04

Units Response

ng
ng
ng
ng
ng
ng

87981
1766420
178094
80085
87774

Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG111518\

|--Internal Standard---|
Resp Conc]|

|# RT

1
1
1 8.09
4 17.47
4 17.47
6 25.07

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

283987
283987
283987
754941
754941
869840
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