LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042549.D
Aca On : 29 Aug 2019 2:02 Instrument :
Operator : HP/JU (B.‘,'I\!A_(t;S el

- _ lentosampleld :
3?22'6 3 K4572-01 RBR-200059-200035
ALS Vial : 15 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\HPCHEM1I\BNA G\METHODS\8270-BG082219 .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 3.129 3 7 22 rVB 283096 523230 33.17% 4 .893%
2 5.573 416 423 435 rBV 263483 457767 29.02% 4.281%
3 7.177 689 696 713 rBV 266396 516232 32.72% 4.828%
4 7.548 752 759 771 rBV 301028 523335 33.18% 4.894%
5 8.012 832 838 846 rBV 106291 185589 11.76% 1.736%

8.341 887 894 904 rBV 235698 419949 26.62% 3.927%
9.181 1029 1037 1051 rBV 144280 292111 18.52% 2.732%
1310 1319 1337 rBV 121801 250198 15.86% 2.340%
13.288 1729 1736 1753 rBV 473475 786660 49.87% 7.357%

O © o~ O
=
o
fos
@
o

1 14.122 1872 1878 1888 rBVY 23901 43626 2.77% 0.408%
11 14.669 1964 1971 1977 rBV2 250547 394023 24.98% 3.685%
12 14.733 1977 1982 1994 rVB 26086 45625 2.89% 0.427%
13 15.074 2033 2040 2048 rBvV 10983 19951 1.26% 0.187%
14 15.720 2145 2150 2159 rVB 19631 31355 1.99% 0.293%

15 16.161 2217 2225 2247 rBV 413674 784675 49.74% 7.338%

16 17.418 2432 2439 2443 rBV2 339812 555682 35.23% 5.197%
17 17.459 2443 2446 2455 rVV 101985 152218 9.65% 1.424%
18 17.548 2455 2461 2467 rVB3 10994 25818 1.64% 0.241%
19 18.493 2616 2622 2627 rBV3 18808 33532 2.13% 0.314%
20 19.469 2782 2788 2797 rBV 126118 188758 11.97% 1.765%

21 19.833 2840 2850 2857 rBV 88905 165050 10.46% 1.544%
22 20.027 2875 2883 2893 rBV 1166447 1577486 100.00% 14.753%

23 20.327 2921 2934 2940 rBV5 22694 49337 3.13% 0.461%
24 20.427 2946 2951 2956 rBV 12887 20337 1.29% 0.190%
25 20.826 3015 3019 3023 rBV2 21790 24646 1.56% 0.230%

26 21.331 3099 3105 3115 rBv4 60737 128389 8.14% 1.201%
27 21.690 3159 3166 3173 rBV 462680 834725 52.91% 7.806%

28 21.884 3195 3199 3206 rBV3 51061 73366 4._.65% 0.686%
29 22.495 3298 3303 3313 rVB 68350 123851 7.85% 1.158%
30 22.841 3358 3362 3372 rVB10 12553 35272 2.24% 0.330%

31 23.200 3416 3423 3431 rBV2 78074 142497 9.03% 1.333%
32 23.388 3449 3455 3462 rVB3 23068 47457 3.01% 0.444%
33 24.011 3555 3561 3570 rVB 66134 144648 9.17% 1.353%
34 24.939 3707 3719 3737 rBV2 294201 961715 60.97% 8.994%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082819\

Data File : BG042549.D

Aca On : 29 Aug 2019 2:02

Operator : HP/JU

3?22'6 i K4572-01 RBR-200059-200035
ALS Vial : 15 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 - 0 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-BG082219.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 26.120 3912 3920 3930 rVB4 31531 94532 5.99% 0.884%
36 27.495 4145 4154 4164 rBV6 12343 39135 2.48% 0.366%

Sum of corrected areas: 10692777
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082819\

Data File : BG042549.D

Aca On : 29 Aug 2019 2:02

Operator : HP/JU

ﬁ?ggle i K4572-01 RBR-200059-200035
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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: BG042549.D
1000000
800000
600000

400000

13 7.55
5.57 7.18 8.34

200000
8.01 9.18 10.84

L L N B

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG042549.D

20,03

1000000
800000
600000

13.29 21.69
400000

200000
21.33 [p1.8g 22.49

15.72 20823 20.83

.7315.07
0<

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: BG042549.D

1000000

800000

600000

400000
24.94

200000
23.20 24.01
84 }23.39 f%ilz 27 49

T A T P e T T T T T o T T T T T T T o T e T T e o e o e e e e s

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\BG082819\

Data File : BG042549.D

Aca On : 29 Aug 2019 2:02

Operator : HP/JU

ﬁ?ggle i K4572-01 RBR-200059-200035
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.13 56.39 ng 523230 1,4-Dichlorobenzene-d4 8.02
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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 25
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (3.129 min): BG042549.D (-3) (-) m/z 73.10 100.00%
3
5000
43 55 87
37 &7 320 3.30 3.40 350
ot SO e | M7z 43,10 31.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 ISR AR AR LR
43 3.20 3.30 3.40 3.50
55 87 m/z 87.10 29.28%
21 | el
mz-> %0 % 40 % 60 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HRURAE A IR U I
3.20 3.30 3.40 3.50
5000 55 m/z 55.10 26.82%
J L 79 |, 97 112 129
m/z--> 20 ' ' 50 ' 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy- R AR RaamEEEEs
73 3.20 3.30 3.40 3.50
m/z 71.10 11.53%
5000
45
29
N S 67 ) 101 /\\
R RS RS RN AR ARRRN AR RARSE BRRES SRS BRRES SRR U S IR U I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082819\

BG042549.D

29 Aug 2019 2:02
HP/JU

K4572-01

15 Sample Multiplie

: C:\Database\NIST1

r: 1

1.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.55 Concentration Rank 1

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

7.55 56.40 ng 523335 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 759 (7.548 min): BG042549.D (-752) (-) m/z 131.95 100.00%
5000
L J TE T 7k 7R
40 54 . . .
S ..-'.,:|-.|.7.7, gy m/z 134.00 33.22%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R I UL R I
7.20 7.40 7.60 7.80
31 51 78 m/z 68.10 32.55%
J'%I!J!'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 720 7.40 7.60 7.80
5000 gg 116 m/z 66.10 20.67%
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine R B A
132 7.20 7.40 7.60 7.80
m/z 69.10 13.54%
5000 104
39 52 e 78
'“M "Jy'lwﬂ' -”W "9?'| J--l?f T "I T N SN AL IR UL L
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80

8270-BG082219.M Fri Aug 30 12:42:56 2019

RBR-200059-200035

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082819\

Data File : BG042549.D

Aca On : 29 Aug 2019 2:02

Operator : HP/JU

ﬁ?ggle i K4572-01 RBR-200059-200035
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Sulfurous acid, octadecyl 2... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.33 3.08 ng 128389 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 91
2 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 87
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 83
4 3-Heptadecene. (2)- 238 C17H34 1000141-67-3 70
5 8-Heptadecene 238 C17H34 002579-04-6 70
Abundance Scan 3105 (21.331 min): BG042549.D (-3099) (-) m/z 57.05 100.00%

5000

:

21.00 21.20 21.40 21.60
m/z 43.05 67.31%

127

155

183 207 205 251 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43

71

:

5000 LA L L LB L L LB
21.00 21.20 21.40 21.60
m/z 71.05 62.64%
2
RRRERRRRESY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #156673: Ethanol, 2-(octadecyloxy)-
57
T T
21.00 21.20 21.40 21.60
s000] 4 m/z 55.10 50.66%

2 155 183198 224 2527672839313

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanol, 2-octyl- T
57 21.00 21.20 21.40 21.60

m/z 85.10 48.88%

-

5000 4

:

,2.?..‘,;..“,. ieA 182107 224 252 280207 T

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082819\

Data File : BG042549.D

Aca On : 29 Aug 2019 2:02

Operator : HP/JU

ﬁ?ggle i K4572-01 RBR-200059-200035
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22 .49 2.97 ng 123851 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Triacontane 422 C30H62 000638-68-6 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3302 (22.489 min): BG042549.D (-3298) (-) m/z 57.10 100.00%

23

5000
113 L e H R
141 169 197 225 255 281 22.20 22.40 22.60 22.80
il m/z 71.10 64.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129493: Eicosane
5000 LA L L L L L LB LB
22 20 22. 40 22. 60 22. 80
113 282 m/z 43.05 58.24%
141 169 197 225 253
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
T T

22.20 22.40 22.60 22.80

5000 85 m/z 85.05 49.39%
13 941
29| | | . A | 79,169 197 225 253 281 309 337 365 393 422
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane e BT Bt

7 22.20 22.40 22.60 22.80
m/z 55.10 24 .66%

5000

N

©
(o]
()]

(113 141 169 197 225 253 281 309 337 365 394

m/z--> 50 100 150 200 250 300 350 400 22 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082819\

Data File : BG042549.D

Aca On : 29 Aug 2019 2:02

Operator : HP/JU

ﬁ?ggle i K4572-01 RBR-200059-200035
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.20 3.41 ng 142497 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Docosane 310 C22H46 000629-97-0 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 3423 (23.200 min): BG042549.D (-3416) (-) m/z 57.10 100.00%
57
5000 ’vﬂ/Km\w‘v«”/\NNMM\*M/\“M»
n3 1) 5200 9290 92 40 92 A0
141 183 211 22.80 23.00 23.20 23.40 23.60
e LAyt 238 3% | Tm/z 71.05  69.04%
m/z--> 50 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85
5000 SERUERUABRABRBU
22. 80 23. oo 23. 20 23. 40 23. 60
m/z 85.10 56.88%
. d | J141.169 197 225 253 281 309 338
m/z--> éo 100 150 260 250 360 3%0 460
Abundance #141426: Heneicosane
57
o 22:80 23.00 23.20 23.40 23.60
5000 m/z 43.10 52.76%
29 113
111 [ | 141 169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane R AR ARme
57 22.80 23.00 23.20 23.40 23.60
m/z 55.05 26.06%
5000 85
113 141
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(')0 22. 80 23. oo 23. 20 23. 40 23. 60

8270-BG082219.M Fri Aug 30 12:42:58 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082819\

Data File : BG042549.D

Aca On : 29 Aug 2019 2:02

Operator : HP/JU

ﬁ?ggle i K4572-01 RBR-200059-200035
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Hexatriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .01 3.01 ng 144648 Perylene-d12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Docosane. 1ll-decvl- 451 C32H66 055401-55-3 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 3561 (24.011 min): BG042549.D (-3555) (-) m/z 57.10 100.00%

5000

23.60 23.80 24.00 24.20 24.40
m/z 71.10 65.35%

113141 169197225

281 343

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
5000 LA L L L L L L L L L L

23. 60 23. 80 24. 00 24. 20 24 40
m/z 43.10 49.17%

113141169197 225253 281300337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #185535: Heptadecane, 9-octyl-

.

23.60 23.80 24.00 24.20 24.40
5000 85 m/z 85.10 48 _.26%

113
[ 141169 197 239267294323352

N B

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227195: Docosane, 11-decyl- A e et
57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 22 .60%

:

5000 85

s

113
19 dJ1?11691972252532803?9336364392

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23. 60 23. 80 24. 00 24. 20 24 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG082819\

Data File : BG042549.D

Acg On : 29 Aug 2019 2:02

Operator : HP/JU

3?22'6 i K4572-01 RBR-200059-200035
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_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... 3.13 56.4 ng 523230 1 8.02 185589 20.0
unknown7 .55 7.55 56.4 ng 523335 1 8.02 185589 20.0
Sulfurous acid, o... 21.33 3.1 ng 128389 5 21.69 834725 20.0
Eicosane 22.49 3.0 ng 123851 5 21.69 834725 20.0
Tetracosane 23.20 3.4 ng 142497 5 21.69 834725 20.0
Hexatriacontane 24 _01 3.0 ng 144648 6 24.93 961715 20.0
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