LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121518\

Data File : BG038615.D

Aca On : 15 Dec 2018 22:06 Instrument :

Operator : JU/SJ (B.‘,'I\!A_(t;S el
- _ lentosampleld :

3?22'6 : J6347-02 P001-RB-181210

ALS Vial : 17 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-BG121218 .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 3.185 12 16 22 rVB2 22145 37584 2.86% 0.473%
2 5.142 344 349 353 rBV2 15094 21524 1.64% 0.271%
3 5.606 422 428 439 rVB 162926 273669 20.83% 3.442%
4 7.210 692 701 710 rBV 117980 214047 16.29% 2.692%
5 7.586 758 765 777 rBV 240798 427126 32.51% 5.372%
6 8.056 839 845 852 rBV 83355 145202 11.05% 1.826%
7 8.379 893 900 910 rVB 210599 382174 29.09% 4 .806%
8 9.237 1038 1046 1056 rBV 174901 331496 25.23% 4.169%
9 10.876 1318 1325 1339 rBV 105431 204085 15.53% 2.567%
10 13.315 1733 1740 1750 rBvV 473823 759375 57.80% 9.550%

11 14.695 1968 1975 1988 rVvB2 175680 294947 22.45% 3.709%
12 16.182 2222 2228 2246 rBV 342516 558297 42_.50% 7.021%
13 17.445 2433 2443 2453 rBvV2 238011 384131 29.24% 4_.831%

14 18.086 2547 2552 2556 rBV3 18810 21656 1.65% 0.272%
15 18.303 2583 2589 2595 rBV5 8661 14725 1.12% 0.185%
16 20.042 2879 2885 2892 rBV 1004949 1313761 100.00% 16.522%
17 20.312 2926 2931 2936 rBV2 11905 14020 1.07% 0.176%
18 20.806 3010 3015 3020 rBV2 28993 36159 2.75% 0.455%
19 21.311 3096 3101 3106 rBV 54145 74238 5.65% 0.934%

20 21.717 3164 3170 3181 rBV 254216 441081 33.57% 5.547%

21 21.864 3189 3195 3204 rVB 97285 142531 10.85% 1.793%
22 22.475 3292 3299 3309 rVB 128977 219766 16.73% 2.764%
23 23.174 3410 3418 3429 rBvV 147390 282883 21.53% 3.558%
24 23.368 3444 3451 3459 rBV3 17674 36265 2.76% 0.456%
25 23.985 3547 3556 3571 rVB 127880 289579 22.04% 3.642%

26 24.942 3709 3719 3725 rBV 102392 279767 21.30% 3.518%
27 25.019 3725 3732 3745 rVB2 141528 410507 31.25% 5.163%
28 26.088 3903 3914 3926 rBV2 64510 205725 15.66% 2.587%
29 27.463 4136 4148 4165 rVB2 33461 116734 8.89% 1.468%
30 29.120 4423 4430 4438 rVB5 6265 18463 1.41% 0.232%

Sum of corrected areas: 7951517
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121518\

BG038615.D

15 Dec 2018 22:06

Ju/sJ

J6347-02 P001-RB-181210
17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG121218 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
1000000

800000

600000

400000

200000

TIC: BG038615.D

7.59 8.38

5.61

7.21 10.88

8.06
5.14

0
Time-->

3.50 400 450 500 550 600 650 700

750 800 850 900 950 1000 1050 1100 1150 1200 1250

Abundance
1000000

800000

600000

13.

400000

200000

TIC: BG038615.D
20.04

31

16.18

17.45 2172

14.70 22.47
1.86 '

21.31

20.31 20.81
. A

A
T T

18.98.30

%
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
1000000

800000

600000

400000

200000

23.

TIC: BG038615.D

17 23.98 5292

26.09

23.37

27.46
W 20.12

o=
23.00

Time-->

23.50 24.00 2450 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\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038615.D

Aca On : 15 Dec 2018 22:06

Operator : JU/SJ

ﬁ?ggle i J6347-02 P001-RB-181210
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 10

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

3.19 5.18 ng 37584 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 47
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 17 (3.191 min): BG038615.D (-12) (-) m/z 73.00 100.00%
74.0
5000 43.0
550 87.0
| | 3.20 3.30 3.40 3.50 3.60
Ol et b Tm/z 43.00  39.12%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
74.0
5000 LR U IULLRE AN RS U
430 550 3.20 3.30 3.40 3.50 3.60
‘ 87.0 m/z 87.00 28.63%
27.0 |
O |"'“|N""|J"L' [T F?f2.||.:.. NI "'%9179"|
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
o 0 350 55 340 55 360
5000 : m/z 55.00 20.70%
270
15.0 \‘ ‘ ‘ ‘ | 81.0
0"P"'I”"I'”'I"”I""P"'I”"I'”'I"”I"'W
m/z--> 10 40 50 70 80 90 100
Abundance #8379: 3- Pentanol, 2,4—dimethy|— L L L LI N B I
73.0 3.20 3.30 3.40 3.50 3.60
m/z 45.00 12.92%
5000 55.0
43.0
Joaso O || eso | 30 w0
m/z--> 0 20 30 40 50 60 70 8 90 100 ' 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038615.D

Aca On : 15 Dec 2018 22:06

Operator : JU/SJ

ﬁ?ggle i J6347-02 P001-RB-181210
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 12

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

5.14 2.96 ng 21524 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 36
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 2-Nonanone 142 C9H180 000821-55-6 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 349 (5.142 min): BG038615.D (-344) (-) m/z 43.00 100.00%
43.0
5000 59.0
| ws 40 b0 520 Sa0
o 7| N | SN .2 AN E— m/z 59.00 47.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN LN UL UL IR B
59.0 480 500 520 540
0
150 a0 1010 m/z 58.00 17.75%
0 wl , 83.0 ,
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #30194: 2-Nonanone, 9-hydroxy-
43.0 58.0
480 5.00 5.20 5.40
5000 m/z 100.90 15.24%
71.0 820
0 ‘ I i | 1 ‘ | 97.0
LR UL SR SR UL UL FULRLEL IR S S S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LI L L L L L
43.0 480 5.00 5.20 5.40
m/z 41.00 10.77%
5000
58.0
150 570 72.0 100.0 |
o T e R R o
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038615.D

Aca On : 15 Dec 2018 22:06

Operator : JU/SJ

ﬁ?ggle i J6347-02 P001-RB-181210
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.59 Concentration Rank 1

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

7.59 58.83 ng 427126 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12

Abundance Scan 766 (7.592 min): BG038615.D (-758) (-) m/z 131.90 100.00%
131.9
400 540 ‘ |\ e %i-o 720 7.40 7.60 7.80 8.00
Obrrrrrrr et b i S48 e e e | M/Z 68.00  38.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A RN LR LR
7.20 7.40 7.60 7.80 8.00
2.0 510 m/z 133.90 31.16%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methy!-
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 28.75%
15.0 mo3M)5u)§P 77.0 900 1040 .4,
mz-> 1 % % 40 0 60 70 85 90 100 110 130 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- ./,\. R E e ERERE
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.83%
5000
69.0
57.0
390 | ‘ 89.0 103.0
0"P'“I“'W'“jm““T“'W'“'P'“I“'W“““PW“IEQR'“' T A R L LR
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\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038615.D

Aca On : 15 Dec 2018 22:06

Operator : JU/SJ

ﬁ?ggle i J6347-02 P001-RB-181210
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.31 3.37 ng 74238 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3101 (21.311 min): BG038615.D (-3096) (-) m/z 57.00 100.00%
57.0
5000
| ﬁl 155.0 2209 2808 21.00 21.20 21.40 21.60
ol iy W P00 2209 2828 "m/z 43.00 70.10%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000
21.00 21.20 21.40 21.60
m/z 71.00 49 .59%
99.0
027|}0 il |y 1410 183.0 2250 267.0 309.0338.0
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #185535: Heptadecane, 9-octyl-
57.0
21.00 21.20 21.40 21.60
5000 m/z 85.00 37.21%
99.0
ol l A .J |, 1410 1830 P80 3080 3520
m/z--> 55 160 1%0 260 250 300 3éo
Abundance #209566: Octacosane
57.0 21.00 21.20 21.40 21.60
m/z 55.00 28.73%
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 ' 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038615.D

Aca On : 15 Dec 2018 22:06

Operator : JU/SJ

ﬁ?ggle i J6347-02 P001-RB-181210
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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, 7-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.86 6.46 ng 142531 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 3194 (21.858 min): BG038615.D (-3189) (-) m/z 57.00 100.00%
51.0
5000

21.60 21.80 22.00 22.20

99.0
iy, 1410 1970

oA A m/z 42.95 70.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194499: Eicosane, 7-hexyl-
57.0
5000 LANLENL I L L L L L B B

21.60 21.I8O 22.00 22.20
m/z 71.00 48 _.57%

99.0
| le | 1410 1820 5550 2810 3330

ottt e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
B RAmm s p
21.60 21.80 22.00 22.20
5000 m/z 85.00 36.62%
99.0
o250f L1, 141.0 183.0 2250 281.0 337.0  394.0
T e o o o LI B a
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane PP A
57.0 21.60 21.80 22.00 22.20
m/z 40.95 28.89%
5000
99.0
oL L] ) 1410 1830 2250 2670 3090 3510 azro
L s o o B L BILARLA AN e e o o o e o
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038615.D

Aca On : 15 Dec 2018 22:06

Operator : JU/SJ

ﬁ?ggle i J6347-02 P001-RB-181210
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22 .47 9.96 ng 219766 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 3298 (22.469 min): BG038615.D (-3292) (-) m/z 57.00 100.00%
57.0
5000

22.20 22.40 22.60 22.80

9.1
141.01830225.0267.2  340.8

DS § R 2 S m/z 42.95 70.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129492: Eicosane

22.20 22.40 22.|60 22.80
m/z 71.00 49.08%

5000

141.0183.0225.0 282.0

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129502: Nonadecane, 9-methyl-

57.0
R RAREERE SR R
22.20 22.40 22.60 22.80
5000 m/z 85.00 37 .84%
9.0 140.0

o bbb Ay | Jg022a02070
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane R

22.20 22.40 22.60 22.80
m/z 41.00 26 .36%

5000

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038615.D

Aca On : 15 Dec 2018 22:06

Operator : JU/SJ

ﬁ?ggle i J6347-02 P001-RB-181210
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Hexadecane, 5-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.17 12.83 ng 282883 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3417 (23.168 min): BG038615.D (-3410) (-) m/z 57.00 100.00%
51.0
5000 A
90 1111 1530 2o - 22.80 23.00 23.20 23.40
ok A 22 1880 2522 3812 ;n/z 43.00 67.84Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129495: Hexadecane, 5-butyl-
43.0
5000 85.0 UVALRUNEUAB AR SRR
22.80 23.00 23.20 23.40
126.0 95 0 m/z 71.00 48.52%
oL Ay, | 1690 | 2800
L S DAL VR SRR IURLELEL SURLELEL SR SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
22.80 23.00 23.20 23.40
5000 m/z 85.00 35.03%
99.0
o | || | ; 1410 1830 2250 267.0 3000 3510 437.0
m/z--> éo 100 150 260 250 300 350 400 '
Abundance #209566: Octacosane P e
57.0 22.80 23.00 23.20 23.40

m/z 55.00 24 .12%

5000
99.0
o250 | |1y 1410 183.0 2250 2810 337.0  394.0
e T o T T e

m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121518\

BG038615.D

15 Dec 2018 22:06

JU/SJ

J6347-02 P001-RB-181210
17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 9 Nonadecane, 9-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.98 14.11 ng 289579 Perylene-di12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Tetracosane. 1l-decvl- 479 C34H70 055429-84-0 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3555 (23.979 min): BG038615.D (-3547) (-) m/z 57.00 100.00%
57.0
5000 /\
UL 9% 1001 1830 2sn 0 23.60 23.80 24.00 24.20
ol A g 2%n 1830 2391 3409 n/z 43.00  70.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129502: Nonadecane, 9-methyl-
57.0
5000 AU SRS I
23.60 23.80 24.00 24.20
99.0 140.0 m/z 71.00 53.09%
oL LA g | gss0 2240 2670
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
23.60 23.80 24.00 24.20
5000 m/z 85.00 39.95%
99.0
o ‘ J J J‘ | 4 2410 1830 #0600 3080 3520
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl- AP
57.0 23.60 23.80 24.00 24.20
m/z 55.00 26.31%
5000
99.0
oL J | || ; 1410 183.0 22502550 295.0 3370 378.0408.0
m/z--> 50 100 150 200 250 3(')0 350 400 23.60 23.80 24.00 24.20

8270-BG121218.

M Mon Dec 17 16:33:03 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038615.D

Aca On : 15 Dec 2018 22:06

Operator : JU/SJ

ﬁ?ggle i J6347-02 P001-RB-181210
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 10 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .94 13.63 ng 279767 Perylene-d12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Sulfurous acid. butyl dodecvl ester 306 C16H3403S 1000309-17-9 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 3719 (24.942 min): BG038615.D (-3709) (-) m/z 57.00 100.00%

57.0
5000

24 60 24. 80 25. OO 25 20

]|113 0 169.1 225.1

o B m/z 43.00 66.54%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
5000 LA L L L L L L L

24.60 24.80 25.00 25.20
m/z 71.00 50.03%

o 13.0 160.0 225.0 281.0 337.0 304.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0

24.60 24.80 25.00 25.20

5000 m/z 85.00 38.21%
130
0 | ,169.0 225. 0 295 0 367 0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane B i N
57.0 24.60 24.80 25.00 25.20

m/z 55.00 26 .55%

5000
| J]ﬂnolego
Ol AN L 2250 2810 337.0 393.0 449.0 505.0 562.0,817.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 24.60 24.80 25.00 25.20

8270-BG121218.M Mon Dec 17 16:33:04 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038615.D

Aca On : 15 Dec 2018 22:06

Operator : JU/SJ

ﬁ?ggle i J6347-02 P001-RB-181210
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 11 Hexatriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

26.09 10.02 ng 205725 Perylene-d12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3914 (26.088 min): BG038615.D (-3903) (-) m/z 57.00 100.00%

5000 (

141.0 1970 25.80 26.00 26.20 26.40
0 m/z 43.00 61.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane

25.I8O 26.IOO 26.I20 26.I40
m/z 71.00 47.29%

5000

o 141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0

mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202661: Heptacosane

a1
=l
o

25.80 26.00 26.20 26.40

5000 m/z 85.00 36.79%
9.0
o259 LA 4]y 141.0183.0225.0267.0309.0  380.0
L L o e A LA o e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane

25.80 26.00 26.20 26.40
m/z 55.00 23.40%

5000

141.0183.0 225.0267.0 338.0
miz—-> 0 50 100 150 200 250 300 350 400 450 500 25.80 26.00 26.20 26.40

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038615.D

Aca On : 15 Dec 2018 22:06

Operator : JU/SJ

ﬁ?ggle i J6347-02 P001-RB-181210
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 12 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
27 .46 5.69 ng 116734 Perylene-d12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Hentriacontane 437 C31H64 000630-04-6 83
3 Heptacosane 380 C27H56 000593-49-7 81
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 80
5 Hexatriacontane 507 C36H74 000630-06-8 74

Abundance Scan 4148 (27.463 min): BG038615.D (-4136) (-) m/z 57.00 100.00%

5000

e

27.20 27.40 27.60 27.80
m/z 43.00 57.04%

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

-

5000
27.20 27.40 27.60 27.80

m/z 71.00 40.83%

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
57.0
27.20 27.40 27.60 27.80
5000 m/z 85.00 36.74%
13.0
ok , ,169.0 2250  309.0 365.0 436.0
A e e R m B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0 27.20 27.40 27.60 27.80
m/z 55.00 19.00%
5000
ol 1301690 225.0 281.0 380.0
L L I L e B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 27.20 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121518\

Data File : BG038615.D

Acq On : 15 Dec 2018 22:06

Operator : JU/SJ

3?22'6 i J6347-02 P001-RB-181210
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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... 3.19 5.2 ng 37584 1 8.06 145202 20.0
2-Pentanone, 4-hy... 5.14 3.0 ng 21524 1 8.06 145202 20.0
unknown7 .59 7.59 58.8 ng 427126 1 8.06 145202 20.0
Tetracosane 21.31 3.4 ng 74238 5 21.72 441081 20.0
Eicosane, 7-hexyl- 21.86 6.5 ng 142531 5 21.72 441081 20.0
Eicosane 22 .47 10.0 ng 219766 5 21.72 441081 20.0
Hexadecane, 5-butyl- 23.17 12.8 ng 282883 5 21.72 441081 20.0
Nonadecane, 9-met... 23.98 14.1 ng 289579 6 25.01 410507 20.0
Octacosane 24 .94 13.6 ng 279767 6 25.01 410507 20.0
Hexatriacontane 26.09 10.0 ng 205725 6 25.01 410507 20.0
Tetratetracontane 27 .46 5.7 ng 116734 6 25.01 410507 20.0
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