LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040281.D

Acq On > 2 Apr 2019 1:34

Operator : JU/SJ

Sample : K2179-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG032719_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 height area % max. total
1 3.123 3 6 13 rVB 64436 97448 2.23% 0.391%
2 5.608 422 429 442 rVB 1062820 1703044 38.99% 6.832%
3 7.206 693 701 713 rBV 1157441 1987998 45.51% 7.975%
4 7.582 757 765 774 rBV 1087913 1844321 42.22% 7.398%
5 8.052 838 845 855 rBv 193000 333585 7 .64% 1.338%

8.375 892 900 910 rVvB 761712 1297096 29.69% 5.203%
9.227 1037 1045 1055 rBvV 652703 1161933 26.60% 4.661%
10.867 1317 1324 1332 rBV 273866 498719 11.42% 2.001%
13.305 1732 1739 1748 rVB 1844346 2894686 66.27% 11.612%
14.128 1873 1879 1886 rBVY 120438 173269 3.97% 0.695%

=
QO ~NO®

11 14.686 1967 1974 1983 rVvB2 501507 803884 18.40% 3.225%
12 16.172 2220 2227 2242 rBV 1707231 2588596 59.26% 10.384%
13 17.430 2435 2441 2448 rBV 717932 1073009 24.56% 4_.304%
14 18.287 2582 2587 2591 rBV3 32643 50981 1.17% 0.205%
15 20.032 2878 2884 2892 rBV 3266603 4368293 100.00% 17.523%

16 21.307 3097 3101 3115 rBvV4 45465 115436 2.64% 0.463%
17 21.707 3162 3169 3178 rVB 695240 1195400 27.37% 4_795%
18 21.854 3189 3194 3199 rBV2 66404 94822 2.17% 0.380%
19 22.471 3293 3299 3305 rBvV 110718 184944 4.23% 0.742%
20 23.176 3412 3419 3427 rBV2 140752 266874 6.11% 1.071%

21 23.992 3549 3558 3569 rBV2 148188 336559 7.70% 1.350%
22 25.009 3714 3731 3747 rBV4 359916 1484989 33.99% 5.957%

23 26.131 3912 3922 3934 rBV3 72951 250793 5.74% 1.006%
24 27.529 4151 4160 4170 rVB5 34708 122012 2.79% 0.489%

Sum of corrected areas: 24928691
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040281.D

Acq On : 2 Apr 2019 1:34

Operator : JU/SJ

Sample : K2179-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040281.D

3000000
2500000
2000000

1500000

5.61 7.21 758
1000000

9.23

500000

8.05 10.87

12

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 8.00 8.50 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040281.D

20.03
3000000

2500000

2000000{ 13,30
16.17

1500000

1000000
17.43 21.71

500000 14.69

(O e e o e I o I LA B o o o o L o o o o o o e I LANLE N  B

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: BG040281.D

3000000
2500000
2000000
1500000
1000000

500000 25.01
23.18 23.99 26.13 2753

R AL REaas L L e AL L T A L L L AR AREARA BAEAR 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\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040281.D

Acq On : 2 Apr 2019 1:34

Operator : JU/SJ

Sample : K2179-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 1 Cyclopentane, methyl- Concentration Rank 3

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

3.12 5.84 ng 97448 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
3 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 64
4 2-Amino-oxazole 84 C3H4N20 004570-45-0 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 50

Abundance Scan 6 (3.123 min): BG040281.D (-3) (-) m/z 56.10 100.00%
56
84
5000 41
69 PP
| 149 3.20 3.30 3.40 3.50
"'I""I""I""I""i'l""i"ll III'"'I""I'I'I''I""I""I""I""I""I""IIIII m/Z 84.00 63.-86%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1457: Cyclohexane
56
41 84
5000 RN A LU L U
27 3.20 3.30 3.40 3.50
69 m/z 41.00 49.14%
15
2
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1491: Cyclopentane, methyl-
56
1320 330 340 350
5000 41 5 m/z 55.10 37.81%
- 84
'“v“w}?v“M“Jth”MV“H““V“W““V“W““P“W““V“W““
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6729: 1-Hexene, 3,4—dimethy|— LI L L B B LN BB |'|\|
56 3.20 3.30 3.40 3.50
m/z 42.00 28.31%
41
5000 29
84
70
'”I'”'I”"P'jh"”hﬂ”' T ""N"”I'”' ”?7"'}%?”I'”'I”"P"W"”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040281.D

Acq On : 2 Apr 2019 1:34

Operator : JU/SJ

Sample : K2179-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 unknown7.58 Concentration Rank 1

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

7.58 110.58 ng 1844320 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 765 (7.582 min): BG040281.D (-757) (-) m/z 132.00 100.00%
5000 68
40 54 %6 J 720 7.40 7.60 7.80 8.00
|7 e | sus o h/z 68.00  42.74%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I UL L L
7.20 7.40 7.60 7.80 8.00
31 78 m/z 134.00 34.63%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 29.52%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R AR an e
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 16.80%
5000 og M°
SN -NM 8 .‘¥Q7.M‘ N . - .1§?. ) NN 1 SN
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\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040281.D

Acq On : 2 Apr 2019 1:34

Operator : JU/SJ

Sample : K2179-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 4 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22 .47 3.09 ng 184944 Chrysene-di12 21.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane 226 C16H34 000544-76-3 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 1-lodoundecane 282 C11H23l1 004282-44-4 83

Abundance Scan 3299 (22.471 min): BG040281.D (-3293) (-) m/z 57.10 100.00%

57

5000 85

[

113 22.20 22.40 22.60 22.80
141 169 207
|, | |, 141 100 207 239 267 296 324 369 | /0" 4305 57.93%

m/z--> 50 100 150 200 250 300 350
Abundance #141425:; Heneicosane

5

5000 85 TT T[T I T rrrrrrrr[rrrts
22. 20 22. 40 22. 60 22. 80
29 m/z 71.05 47 .57%
PLL o) 1M3 191 160 107 205 253 206
S B L e e o o e e L S e e B e I
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57

22.20 22.40 22.60 22.80

5000 a5 m/z 85.10 43.39%
29
‘|‘\ ) 18 141 160 197 226
— e
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane RN
57 22.20 22.40 22.60 22.80
m/z 55.05 21.00%
5000 85
29
m/z--> 50 100 150 200 250 300 350 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040281.D

Acq On : 2 Apr 2019 1:34

Operator : JU/SJ

Sample : K2179-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 5 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.18 4.47 ng 266874 Chrysene-di12 21.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 3420 (23.182 min): BG040281.D (-3412) (-) m/z 57.05 100.00%
57
5000 85 ~/\~
T R
141 22.80 23.00 23.20 23.40
| ,I.-! i W 109101211 239 283 | ‘m/z 71.05 59.60%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 BRSNS UALELRE
85 22.80 23.00 23.20 23.40
29 m/z 43.10 58.77%
| | (8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350
Abundance #202662: Heptacosane
57
22.80 23.00 23.20 23.40
5000 m/z 85.05 44 .49%
85
20 J (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane R R e ]
57 22,80 23.00 23.20 23.40
m/z 55.00 20.76%
5000 a5
29 113
| ] | gl 770 141 169 197 225 253 281 309 338
m/z--> 50 100 @ 200 250 300 350 ' 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040281.D

Acq On : 2 Apr 2019 1:34

Operator : JU/SJ

Sample : K2179-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 6 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.99 4.53 ng 336559 Perylene-d12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Eicosane 282 C20H42 000112-95-8 86
4 Octadecane 254 C18H38 000593-45-3 83
5 Octacosane 394 C28H58 000630-02-4 81

Abundance Scan 3558 (23.992 min): BG040281.D (-3549) (-) m/z 57.05 100.00%

7

—

5000 85
113 23.60 23.80 24.00 24.20 24.40
141 169
AL LT 109 107 225 253 262 305 355 401 nzu 43.00  59.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane

-

23 60 23. 80 24 00 24 20 24. 40
m/z 71.10 52 .24%

5000

141 169 197 225 253 296

m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane

57

23.60 23.80 24.00 24.20 24.40
5000 85 m/z 85.05 44 .59%
29
— e

m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane EERAREEE SR TS

57 23.60 23.80 24.00 24.20 24.40

m/z 41.00 18.67%

5000

- N
©

(o]

)]

‘ (118 141 169 197 225 253 282

T
m/z--> 50 100 150 200 250 300 350 400 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\BG040119\
Data File : BG040281.D

Acq On : 2 Apr 2019 1:34

Operator : JU/SJ

Sample : K2179-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 7 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.13 3.38 ng 250793 Perylene-d12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 3922 (26.131 min): BG040281.D (-3912) (-) m/z 57.05 100.00%

5000

25.80 26.00 26.20 26.40
m/z 71.10 60.00%

113
141 169 197 224 251 283

341

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85
25.80 26.00 26.20 26.40
m/z 43.00 55.87%
29 113 141
UL 77,141 169 197 225 253 295 323 367
B o e o e L e e e e e B e o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
5[7
T T T T T
25.80 26.00 26.20 26.40
5000 o m/z 85.05 44 _67%
29 113 1
J \ ‘ ] |7y, 169 197 225 253 280 309 351 379 407 436
B o e o o L e o e e e L B e e i
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
5[7 25.80 26.00 26.20 26.40
m/z 55.00 20.32%
5000 85
113
%9ﬂ ‘ U 177,241 169 197 225 267 205 365 393
L I e o o L e o B e o IR B A B o o i R R R RREEE R R SRR
m/z--> 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040281.D

Acq On > 2 Apr 2019 1:34

Operator : JU/SJ

Sample : K2179-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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]
Cyclopentane, met... 3.12 5.8 ng 97448 1 8.05 333585 20.0
unknown7 .58 7.58 110.6 ng 1844320 1 8.05 333585 20.0
Heneicosane 22 .47 3.1 ng 184944 5 21.71 1195400 20.0
Octacosane 23.18 4.5 ng 266874 5 21.71 1195400 20.0
Eicosane 23.99 4.5 ng 336559 6 25.01 1484990 20.0
Hexacosane 26.13 3.4 ng 250793 6 25.01 1484990 20.0
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