LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100618\
Data File : BG037194.D
Aca On - 5 0ct 2018 17:44 Instrument :
Operator : JU/SJ ?Z'I\!A_(t;S el

- - lentosampleld :
a?ggle : J5263-10 GRID19-COMP-100318
ALS Vial : 5 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-BG092018 .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 5.138 311 315 323 rVB 17019 28724 1.83% 0.262%
2 5.603 388 394 411 rBV 355619 671587 42.87% 6.120%
3 7.189 658 664 684 rBV 360093 802290 51.21% 7.311%
4 7 .559 721 727 741 rBV 351255 710257 45.34% 6.472%
5 8.029 801 807 817 rBV 94445 200333 12.79% 1.826%
6 8.352 855 862 880 rBV 255145 505695 32.28% 4 .608%
7 9.192 998 1005 1033 rBV 199428 488339 31.17% 4 .450%
8 10.832 1276 1284 1300 rBV 128480 294895 18.82% 2.687%
9 13.276 1694 1700 1721 rBV 515572 901245 57 .53% 8.213%
10 14.104 1836 1841 1854 rBvV 48469 91989 5.87% 0.838%

11 14.657 1928 1935 1950 rBV2 259061 456041 29.11% 4._.156%
12 16.143 2182 2188 2208 rBV 513344 909979 58.08% 8.292%
13 17.400 2395 2402 2419 rBvV2 358069 618967 39.51% 5.641%

14 19.451 2746 2751 2756 rBV 51334 69234 4.42% 0.631%
15 19.815 2810 2813 2819 rVB 13992 20299 1.30% 0.185%
16 20.009 2840 2846 2862 rBV 1073519 1566645 100.00% 14.277%
17 20.638 2945 2953 2957 rBV6 8104 16627 1.06% 0.152%
18 20.802 2978 2981 2984 rBV2 16705 18545 1.18% 0.169%
19 21.302 3062 3066 3078 rBV3 45864 92932 5.93% 0.847%

20 21.666 3121 3128 3140 rBV 381303 703339 44.89%% 6.409%

21 21.848 3155 3159 3167 rVB 40163 56025 3.58% 0.511%
22 22.453 3257 3262 3268 rBV 64636 106651 6.81% 0.972%
23 23.135 3371 3378 3388 rBV 92825 180114 11.50% 1.641%
24 23.329 3406 3411 3417 rVB 25674 46921 2.99% 0.428%
25 23.934 3506 3514 3523 rVB 97058 216896 13.84% 1.977%

26 24.862 3660 3672 3693 rBV2 300149 908410 57.98% 8.278%
27 25.979 3852 3862 3875 rBV3 63072 191263 12.21% 1.743%
28 27.312 4079 4089 4101 rBv4 27391 99346 6.34% 0.905%

Sum of corrected areas: 10973588
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100618\

Data File : BG037194.D

Aca On : 5 0ct 2018 17:44

Operator : JU/SJ

ﬁ?ggle i J5263-10 GRID19-COMP-100318
ALS Vvial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092018.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: BG037194.D

1000000

800000

600000

400000 5.60 7.19 7.56

8.35

9.19

200000
8.03 10.83

5.14
R R L e o e e R RRRERE L L RRAAREARE

Time--> 3.50 4.00 4.50 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG037194.D

2001
1000000

800000

600000
13.28 16.14

21.67

400000 17.40

14.66
200000

14.10 19'4519.8 )

L0 e L L s e e L L e e I B e e S R AR R R

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: BG037194.D

1000000
800000
600000

400000
24.86

200000
23.13 23.93
25.98
{\ . '\ 27.31
23.33 A A

e e e e e

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\BG100618\

Data File : BG037194.D

Aca On : 5 0ct 2018 17:44

Operator : JU/SJ

ﬁ?ggle i J5263-10 GRID19-COMP-100318
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 7

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

5.14 2.87 ng 28724 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 315 (5.138 min): BG037194.D (-311) (-) m/z 43.10 100.00%
43
59
5000
o | o 1‘|’1 4.80 500 520 540
R e o o e B 1 L m/z 59.10 56.84%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S R R A R
59 480 500 520 540
m/z 58.10 21.83%
15 31 101
o 25,70 37, 53, 83 .
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59
480 5.00 5.20 5.40
5000 m/z 101.10 15.38%
a1 101
15 81 53 69 83
0"'w"'w'”'ﬁ"“wth'w'm‘h"“w"'w“"w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide e R man
43 480 5.00 5.20 5.40
m/z 41.10 8.16%
5000 59
73
101
o 28 37 ||| 51 67 79 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100618\

Data File : BG037194.D

Aca On : 5 0ct 2018 17:44

Operator : JU/SJ

ﬁ?ggle i J5263-10 GRID19-COMP-100318
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 unknown7.56 Concentration Rank 1

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

7.56 70.91 ng 710257 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 727 (7.559 min): BG037194.D (-721) (-) m/z 132.10 100.00%
132 ﬂ
5000 e8
‘ 75 % 103 720 7.40 7.60 7.80
0 ..,....,....,...!,“.'.‘.‘:7 o Sull g &7 L m/z 68.10 51.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 RRERERARSS RRAAR AR
7.20 7.40 7.60 7.80
33 44 . 97 105 m/z 134.10 33.60%
0 “I"“I"”IJ'“I'I”?%"ﬁ?"4"Tﬁ'ﬁql'“tl'lhl}iﬁl'”'lI”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 720 7.40 7.60 7.80
5000 m/z 66.10 32.13%
31 o9 8
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I“”I”'W'”'P'”I“'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- . T T
132 720 7.40 7.60 7.80
m/z 69.10 20.62%
5000
o 15 28 3 82 G 77 90 100 44
m/z--> 10 20 §0 40 55 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100618\

Data File : BG037194.D

Aca On : 5 0ct 2018 17:44

Operator : JU/SJ

ﬁ?ggle i J5263-10 GRID19-COMP-100318
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Bis(2-ethylhexyl) maleate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.45 2.24 ng 69234 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) maleate 340 C20H3604 000142-16-5 60
2 Diisooctvl maleate 340 C20H3604 001330-76-3 43
3 3-Methvl-7.11-dithiaspirol5.51 u... 202 C10H18S2 164223-86-3 38
4 1-Piperazinecarboxamide. N.N-die... 199 C10H21N30 000090-89-1 30
5 Fluoranthene 202 C16H10 000206-44-0 22
Abundance Scan 2751 (19.451 min): BG037194.D (-2746) (-) m/z 57.10 100.00%
57 202
117
5000 100
S 01T 152 1940 19,60 1980
151 176 281 : . .
o} L T e ! m/z 202.10 95.63%
m/z--> 50 100 150 200 250 300
Abundance #176800: Bis(2-ethylhexyl) maleate
57 117
5000 100
29 19.20 19.40 19.60 19.80
83 m/z 117.00 60.17%
ol 12 ,L h , J 139 167185 212229 297 341
m/z--> 50 100 150 200 250 300 '
Abundance #176799: Diisooctyl maleate
57 117
100 1920 19,40 19,60 19.80
5000 m/z 71.15 56.49%
29 83
oL12 | ' 140 167185 211229 283 311 340
m/z--> 50 100 150 200 250 300 '
Abundance #62327: 3-Methyl-7,11-dithiaspiro[5,5] undecane
o5 128145 202 19.20 19.40 19.60 19.80
m/z 70.10 54_.81%
5000 71
53
169
ol ,,,LJJNMhMMJ,w,.I,L,‘,“,,, N
m/z--> 50 100 150 200 250 300 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100618\

Data File : BG037194.D

Aca On : 5 0ct 2018 17:44

Operator : JU/SJ

ﬁ?ggle i J5263-10 GRID19-COMP-100318
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.30 2.64 ng 92932 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 92
2 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
4 Oxalic acid. isobutvl tridecvl e... 328 C19H3604 1000309-37-8 91
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 87
Abundance Scan 3066 (21.302 min): BG037194.D (-3062) (-) m/z 57.10 100.00%
57
21.00 21.20 21.40 21.60 |
oy m/z 43.10 69.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83027: Hexadecane
57
5000 85 VLU BN U
21.00 21.20 21.40 21.60
29 m/z 71.15 54 .84%
o I | 4118 141 169 197 226
m/z--> §0 160 1éo 260 2éo 360 3%0 460
Abundance #119526: 1-Dodecanol, 2-hexyl-
57
21.00 21.20 21.40 21.60
5000 85 m/z 55.05 50.00%
111
29 L
oLl d iy P er e e 22
m/z--> 50 100 150 200 250 300 350 400
Abundance #119525: 1-Decanoal, 2-octyl- e B
57 21.00 21.20 21.40 21.60
m/z 85.10 37.93%
5000 83
29 ’ 111 -
oLy A Ju*,A.‘.%,\?QS.%QF.%Z?.ZS%. —
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100618\

Data File : BG037194.D

Aca On : 5 0ct 2018 17:44

Operator : JU/SJ

ﬁ?ggle i J5263-10 GRID19-COMP-100318
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22 .45 3.03 ng 106651 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Heneicosane, l1ll-pentyl- 366 C26H54 014739-72-1 86
Abundance Scan 3261 (22.447 min): BG037194.D (-3257) (-) m/z 57.20 100.00%
57
5000 85
113 141 169 207 22.20 22.40 22.60 22.80
ob ek W d T 19109 T 242 283 s 437007 68.56%
m'z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 HRA SUNRIRA BRI BRI B
85 22.20 22.40 22.60 22.80
m/z 71.10 61.07%
0 %? Il | ;113 141 169 197 225 253 281 323 351 380
m'z--> 0 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57
22.20 22.40 22.60 22.80
5000 g5 m/z 85.20 44 _49%
29
0 \’ 1A J\ | 1}3\141 169 2].'2
m'z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57 22.20 22.40 22.60 22.80
m/z 55.10 23.50%
5000 85
29
o M [ ) |M3 141 160 107 225 253 296
m'z--> 0 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\BG100618\

Data File : BG037194.D

Aca On : 5 0ct 2018 17:44

Operator : JU/SJ

ﬁ?ggle i J5263-10 GRID19-COMP-100318
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.13 5.12 ng 180114 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 83
5 Pentadecane 212 C15H32 000629-62-9 83
Abundance Scan 3377 (23.129 min): BG037194.D (-3371) (-) m/z 57.10 100.00%
57
5000 85
113 22.80 23.00 23.20 23.40
155 207
ol b J Ay yges 070 207 239 w1 m/z 43.10 70.54%
m/z--> 50 100 150 200 250 300
Abundance #141425: Heneicosane
57
5000 85
22.80 23.00 23.20 23.40
29 m/z 71.20 61.25%
012J,, | MR 141 169 197 205 253 296
m/z--> éo 160 1éo 200 2éo 300
Abundance #117646: Octadecane, 2-methyl-
57
22.80 23.00 23.20 23.40
5000 85 m/z 85.10 41.97%
29
0 |‘ 11 P Y J\ \J 1‘]\-3 | 1‘\11 ) 169 197 2125 253
m/z--> éo 160 1%0 200 250 300
Abundance #175559: Tetracosane R e R
57 22.80 23.00 23.20 23.40
m/z 41.10 22 .26%
85
5000
29
oI ‘} L1141 169 197 225 253 338
m/z--> 5'0 1(')0 150 200 25'30 300 22.80 23.00 23.20 23.40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100618\

Data File : BG037194.D

Aca On : 5 0ct 2018 17:44

Operator : JU/SJ

ﬁ?ggle i J5263-10 GRID19-COMP-100318
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.93 4.78 ng 216896 Perylene-d12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3513 (23.928 min): BG037194.D (-3506) (-) m/z 57.10 100.00%
g7
5000 85
113 23.60 23.80 24.00 24.20
141
oA d A, 188231 265295 s | m/z 43.15  63.94%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105884: Octadecane
5000

23.60 23.80 24.00 24.20
m/z 71.10 56.07%

o 141169 197 225 254
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
Pt P T PP ot
23.60 23.80 24.00 24.20
5000 m/z 85.20 43.58%

141169197 225253 296

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane P AP T P T TR
23.60 23.80 24.00 24.20
m/z 55.10 24 _40%
5000

| 113141169197 225253 281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100618\

Data File : BG037194.D

Aca On : 5 0ct 2018 17:44

Operator : JU/SJ

ﬁ?ggle i J5263-10 GRID19-COMP-100318
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 9 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

25.98 4.21 ng 191263 Perylene-di12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 87
5 Hexatriacontane 507 C36H74 000630-06-8 87

Abundance Scan 3862 (25.979 min): BG037194.D (-3852) (-) m/z 57.10 100.00%

57
5000 85

155 183 208 25 60 25 80 26. 00 26 20
0...l,. A, ” '133 G239 A T M5 w7z 43.10 65.88%

m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57

5000 g5 R R
25.60 25.80 26.00 26.20

m/z 71.15 65.17%

29
ol \ “1}3‘1§1 169 197 225 253 281 309 337 365 394
...,.... R e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57

25.60 25.80 26.00 26.20

5000 85 m/z 85.10 42 .95%
29
oL w || MB3141 169 197 205 253 205 323 367
I B e e e B LA A B B e o e e e e o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57 25.60 25.80 26.00 26.20

m/z 55.10 28.75%

5000 85
113
oL 31 k)l |y 14t 169 197 239 267 204 323 352

T T T T T T T T T

m/z--> 50 100 150 200 250 300 350 400 25 60 25 80 26. 00 26 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100618\

Data File : BG037194.D

Aca On : 5 0ct 2018 17:44

Operator : JU/SJ

ﬁ?ggle i J5263-10 GRID19-COMP-100318
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Tritetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
27.31 2.19 ng 99346 Perylene-d12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 87
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 87
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 80
4 Tetratetracontane 619 C44H90 007098-22-8 72
5 Hexacosane 366 C26H54 000630-01-3 68
Abundance Scan 4089 (27.312 min): BG037194.D (-4079) (-) m/z 57.15 100.00%
57
5000
27.00 27.20 27.40 27.60
0 m/z 71.20 61.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
5000
27.00 27.20 27.40 27.60
97 m/z 43.10 58.32%
0 | 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> 50 100 150 200 250 300 350 400 450 500 séo 660
Abundance #185101: 1-Octadecanesulphonyl chloride
57
27.00 27.20 27.40 27.60
5000 . m/z 85.10 42 .31%
133
ol ,mu,.”l}?ﬁl,m I S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #217413: Heptacosane, 1-chloro-
57 27.00 27.20 27.40 27.60
m/z 55.10 26.34%
5000
97
0 21 JW 127 183217 273303 343373 414
m/z--> 50 160 1%0 260 250 300 350 400 4éo 560 séo 660 27.00 27.20 2740 27.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG100618\

Data File : BG037194.D

Acq On : 5 0Oct 2018 17:44

Operator : JU/SJ

3?22'6 i J5263-10 GRID19-COMP-100318
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_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... 5.14 2.9 ng 28724 1 8.03 200333 20.0
unknown7 .56 7.56 70.9 ng 710257 1 8.03 200333 20.0
Bis(2-ethylhexyl)... 19.45 2.2 ng 69234 4 17.40 618967 20.0
Hexadecane 21.30 2.6 ng 92932 5 21.67 703339 20.0
Heptacosane 22 .45 3.0 ng 106651 5 21.67 703339 20.0
Heneicosane 23.13 5.1 ng 180114 5 21.67 703339 20.0
Octadecane 23.93 4.8 ng 216896 6 24.86 908410 20.0
Octacosane 25.98 4.2 ng 191263 6 24.86 908410 20.0
Tritetracontane 27.31 2.2 ng 09346 6 24.86 908410 20.0
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