LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA G\DATA\BG062218\

Data File : BG035365.D

Aca On : 23 Jun 2018 12:53 Instrument :

Operator : JU/SJ BNA_G

Sample - J3623-04 ClientSampleld :

Vi : 061918-DBRI-F-D-M
isc :

ALS Vial : 32 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-BG060718 .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

5.168 314 320 328 rBV2 37279 59437 1.42% 0.339%
5.632 392 399 412 rVB 312866 513374 12.26% 2.930%
rBv 213605 390354 9.32% 2.228%
7.588 725 732 741 rBV 540758 931335 22.23% 5.316%
8.052 804 811 820 rBV 178284 310333 7.41% 1.771%
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8.381 858 867 874 rBV 748784 1341211 32.02% 7.656%
9.215 998 1009 1021 rBV 630855 1104405 26.37% 6.304%
rBv 209386 386987 9.24% 2.209%
13.298 1694 1704 1716 rBV 1689491 2695534 64.35% 15.387%
14.120 1839 1844 1853 rVB 64585 91097 2.17% 0.520%
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11 14.673 1929 1938 1948 rBV2 355226 582571 13.91% 3.325%
12 15.959 2152 2157 2163 rVB2 118684 147275 3.52% 0.841%
13 16.159 2184 2191 2200 rBV 935988 1418312 33.86% 8.096%
14 17.416 2398 2405 2414 rBV2 512673 773159 18.46% 4.413%
15 18.297 2550 2555 2564 rBV2 92647 138141 3.30% 0.789%

16 19.566 2764 2771 2778 rBV2 59859 89932 2.15% 0.513%
17 20.024 2843 2849 2858 rBV 3294084 4188790 100.00% 23.911%
18 21.328 3067 3071 3083 rBV9 24113 60863 1.45% 0.347%
19 21.681 3125 3131 3144 rVB 530007 900922 21.51% 5.143%
20 22.486 3261 3268 3271 rBV3 33672 53506 1.28% 0.305%
21 23.173 3379 3385 3392 rVB3 52000 99177 2.37% 0.566%

22 23.984 3514 3523 3532 rBV3 59057 127427 3.04% 0.727%
23 24.900 3668 3679 3696 rBvV2 295713 951966 22.73% 5.434%
24 26.057 3867 3876 3886 rBv4 39375 120173 2.87% 0.686%
25 27.414 4102 4107 4115 rVB4 16172 42044 1.00% 0.240%

Sum of corrected areas: 17518325
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035365.D

Aca On : 23 Jun 2018 12:53

Operator : JU/SJ

ﬁ?ggle i J3623-04 061918-DBRI-F-D-M
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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: BG035365.D
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1500000
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Abundance TIC: BG035365.D
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3000000

2500000

2000000
13.30

1500000

1000000 16.16

17.42 21.68
500000 14.67
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Abundance TIC: BG035365.D

3000000
2500000
2000000
1500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062218\
Data File : BG035365.D

Aca On : 23 Jun 2018 12:53

Operator : JU/SJ

Sample = J3623-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 4

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

5.17 3.83 ng 59437 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Pentanal. oxime 101 C5H11NO 000628-79-5 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 320 (5.168 min): BG035365.D (-314) (-) m/z 43.15 100.00%
d.1
59.1
5000
101.2 OV NPIIVIVY A IGIC SIS
83.0 480 5.00 5.20 5.40 5.60
Obrrr el Tm/z 59.15  66.11%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A LS IR L
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.15 25.90%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance
59.0
410 480 500 520 540 5.60
5000 m/z 58.15 17.69%
27.0
72.0
50.0 82.0 101.0
e S S I SULIURS SIS IS IULIULS IULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one
43.0 480 5.00 5.20 5.40 5.60
m/z 41.10 11.78%
5000
55.0
150 27.0
o C ol 710 80 980
m/z--> 10 ' ' 40 50 ' 70 80 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035365.D

Aca On : 23 Jun 2018 12:53

Operator : JU/SJ

ﬁ?ggle i J3623-04 061918-DBRI-F-D-M
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.59 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.59 60.02 ng 931335 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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
Abundance Scan 732 (7.588 min): BG035365.D (-725) (-) m/z 132.15 100.00%
13p.2
5000 68.2

7.20 7.40 7.60 7.80 8.00

oL J~..I,l-....,....,........,....,....,.42]4;4 m/z 68.15  46.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 AR R RN L

7.20 7.40 7.60 7.80 8.00
m/z 134.15  32.83%

31.0
1 N —
m/z--> 50 100 150 200 250 300 350 400
Abundance
132.0
A R
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.15 32.66%
28.0 63.0
oAt b 4
m/z--> 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine A
132.0 720 740 760 780 800

m/z 69.15 21.02%

69.0
5000 j\
LA A

m/z--> 50 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035365.D

Aca On : 23 Jun 2018 12:53

Operator : JU/SJ

3?22'6 i J3623-04 061918-DBRI-F-D-M
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.96 5.06 ng 147275 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 86
2 O-Acetvicitric acid triethvl ester 318 C14H2208 000077-89-4 50
3 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 50
4 2-Chlorobenzoic acid. tridecvl e... 338 C20H31Cl102 1000292-42-8 40
5 3-Chloro2-fluorobenzoic acid, 3-... 398 C23H36CIF02 1000338-65-4 36
Abundance Scan 2157 (15.959 min): BG035365.D (-2152) (-) m/z 157.15 100.00%
157.2
5000
115.2
43.1 203.2 15.60 15.80 16.00 16.20
87.0
Obrrrprrrr et pre b e e e 20O oo | m/z 115.15  34.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123850: Triethyl citrate
157.0
A
5000{ 29.0 MR SIS U R
115.0 15 60 15|80 16. 00 16|20 '
203.0 m/z 43.15 11.40%
bl 800 890 | | 2310 277.0
m/z--> 26 Jo 60 80 100 120 150 160 180 200 220 240 260 280 300
Abundance
157.0
43.0
15.60 15.80 16.00 16.20
5000 203.0 m/z 203.15 10.23%
115.0
0 15.0 85.0 231.0 273.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #29219: 1-Amino-2-methyInaphthalene RS
157.0 15.60 15.80 16.00 16.20
m/z 158.15 8.56%
5000
0l 27.0 51.0 77.0 102012ﬁ0“ |
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035365.D

Aca On : 23 Jun 2018 12:53

Operator : JU/SJ

ﬁ?ggle i J3623-04 061918-DBRI-F-D-M
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 5
R.T. EstConc Area Relative to ISTD R.T.
18.30 3.57 ng 138141 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 2555 (18.297 min): BG035365.D (-2550) (-) m/z 73.15 100.00%
43.2
5000
213.3
157.2185.3 S 18.00 18.20 18.40 18.60
(o} ; m/z 60.15 76 .85%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
18.00 18.20 18.40 18.60
‘flo 157.01g5,0213.0  256.0 m/z 43.20 60.96%
0 —— .“‘l“‘“ ‘.H““. ““‘IL ;‘H‘\Ihl | ‘ ‘ ‘ ! : ———T T
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 57.25 52 .29%
171.0
214.0
101.0
L s L L WL B B
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43.0 ,73.0 18.00 18.20 18.40 18.60
m/z 55.15 51.45%
5000 129.0
199.0
M1q10 157.0 | 242.0
0<15-0 y \II‘IL Ili‘llnl .‘ I ‘. | .{. A .{ e ———
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\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035365.D

Aca On : 23 Jun 2018 12:53

Operator : JU/SJ

ﬁ?ggle i J3623-04 061918-DBRI-F-D-M
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 8
R.T. EstConc Area Relative to ISTD R.T.
23.17 2.20 ng 99177 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 3385 (23.173 min): BG035365.D (-3379) (-) m/z 57.25 100.00%
57.3
5000
]“ L 20? 2 2821 3561 22.80 23.00 23.20 23.40
oA e A L b e e e e m/z 71.25 78.13%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129490: Eicosane
57.0
5000
22.80 23.00 23.20 23.40
m/z 43.15 52.68%
om0 o0
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
22.80 23.00 23.20 23.40
5000 m/z 85.10 49 .86%
141.0
281.0
o 2250
miz—-> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #241528: Tetratetracontane
57.0 22.80 23.00 23.20 23.40
m/z 55.15 25.23%
5000
13.0 1600
ol A AT 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035365.D

Aca On : 23 Jun 2018 12:53

Operator : JU/SJ

ﬁ?ggle i J3623-04 061918-DBRI-F-D-M
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Tetracosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.98 2.68 ng 127427 Perylene-d12 24 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Triacontane 422 C30H62 000638-68-6 80
5 Hexadecane, 1-iodo- 352 C16H33l1 000544-77-4 80

Abundance Scan 3522 (23.978 min): BG035365.D (-3514) (-) m/z 57.15 100.00%
57.1
5000
141.2 207.1 283.1 23.60 23.80 24.00 24.20 24.40
Y | 1782 2521 3413 m/z 85.25 73.30%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
5000
23.60 23.80 24.00 24.20 24.40
99.0 m/z 71.20 71.27%
210] h W | M il 3459 183.0 225.0 338.0
m/z--> 55 100 1%0 260 250 360 3éo
Abundance
57.0
23.60 23.80 24.00 24.20 24.40
5000 m/z 43.20 61.39%
99.0 140.0
. 169.0 110 267.0
m/z--> - '55' - 160" ' léo" "260" "250" ' 560" ' ééd o
Abundance #209566: Octacosane
57.0 23.60 23.80 24.00 24.20 24.40
m/z 69.25 26.63%
5000
99.0
0 27,0 ] | |y, 141.0 1830 225.0 281.0 337.0 394.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 ' 23.60 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035365.D

Aca On : 23 Jun 2018 12:53

Operator : JU/SJ

ﬁ?ggle i J3623-04 061918-DBRI-F-D-M
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 2-methylhexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.06 2.52 ng 120173 Perylene-d12 24.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvlhexacosane 380 C27H56 1000376-72-7 83
2 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 80
3 Behenvl chloride 344 C22H45CI 042217-03-8 80
4 2-methvloctacosane 408 C29H60 1000376-72-8 80
5 Heneicosane 296 C21H44 000629-94-7 76
Abundance Scan 3876 (26.057 min): BG035365.D (-3867) (-) m/z 71.15 100.00%
71.2
5000
4111
155.3 1942 253.3283.1 400.4 25.80 26.00 26.20 26.40
Ok m/z 57.25 92.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202663: 2-methylhexacosane
57.0
5000
25.80 26.00 26.20 26.40
99.0 m/z 85.15 65.14%
ol 27 0, ) h‘ d‘ ‘\H | \ e ?830 2250 267.0 337.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
25.80 26.00 26.20 26.40
5000 85.0 m/z 43.20 56.47%
127.0 18302250 281.0 3379
ot e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #180096: Behenyl chloride
57.0 25.80 26.00 26.20 26.40
m/z 83.15 28.42%
5000
1.0
L2 H 205 1690 2170 2500 3010 340
m/z--> 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40

8270-BG060718.M Mon Jun 25 15:35:58 2018 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG062218\

Data File : BG035365.D

Acq On : 23 Jun 2018 12:53

Operator : JU/SJ

3?22'6 i J3623-04 061918-DBRI-F-D-M
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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... 5.17 3.8 ng 59437 1 8.05 310333 20.0
unknown7 .59 7.59 60.0 ng 931335 1 8.05 310333 20.0
Triethyl citrate 15.96 5.1 ng 147275 3 14.67 582571 20.0
n-Hexadecanoic acid 18.30 3.6 ng 138141 4 17.42 773159 20.0
Eicosane 23.17 2.2 ng 99177 5 21.68 900922 20.0
Tetracosane 23.98 2.7 ng 127427 6 24.90 951966 20.0
2-methylhexacosane 26 .06 2.5 ng 120173 6 24.90 951966 20.0

8270-BG0O60718.M Mon Jun 25 15:35:58 2018 Page: 10



