LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022719\
Data File : BG039632.D

Aca On : 27 Feb 2019 13:21

Operator : JU/SJ

Sample : K1594-21

Misc :

ALS Vial : 4 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-BG012919.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 3.217 17 22 31 rBv 93122 187946 5.66% 0.926%
2 3.293 31 35 47 rVB 57473 87620 2.64% 0.432%
3 5.713 440 447 461 rVB 942866 1537020 46.33% 7.575%
4 7.311 710 719 730 rBV 978868 1762315 53.12% 8.685%
5 7.693 776 784 792 rBV 932566 1620737 48.85% 7.988%
6 8.163 858 864 874 rVB 171136 304058 9.16% 1.499%
7 8.492 911 920 927 rBV 621432 1082199 32.62% 5.334%
8 9.344 1055 1065 1078 rBV 563895 1017225 30.66% 5.013%
9 10.989 1336 1345 1354 rBV 255644 439171 13.24% 2.164%
10 13.415 1750 1758 1768 rBVY 1257843 1944828 58.62% 9.585%

11 14.231 1890 1897 1903 rBV 101576 149431 4 _50% 0.736%
12 14.789 1983 1992 2001 rBV3 416545 660442 19.91% 3.255%
13 16.276 2238 2245 2257 rBV 1291367 1989684 59.97% 9.806%
14 17.533 2452 2459 2473 rBV 578042 900517 27.14% 4._.438%
15 18.384 2599 2604 2610 rBV2 81715 122004 3.68% 0.601%

16 19.647 2815 2819 2825 rBV6 21595 37170 1.12% 0.183%
17 20.123 2894 2900 2910 rBV 2425937 3317673 100.00% 16.351%
18 20.887 3027 3030 3036 rBV3 31056 38837 1.17% 0.191%

19 21.410 3114 3119 3137 rBV3 63531 175764 5.30% 0.866%
20 21.668 3157 3163 3169 rVB 122954 173557 5.23% 0.855%

21 21.821 3182 3189 3201 rVB2 600692 1025153 30.90% 5.052%
22 21.968 3209 3214 3219 rBV 53177 75268 2.27% 0.371%
23 22.596 3315 3321 3327 rBV 59953 100316 3.02% 0.494%
24 23.313 3436 3443 3451 rBvY 73013 142916 4_.31% 0.704%
25 23.513 3469 3477 3485 rBV2 21355 51106 1.54% 0.252%

26 24.159 3579 3587 3595 rBV2 60548 132445 3.99% 0.653%
27 25.193 3747 3763 3780 rVvB3 317889 1107069 33.37% 5.456%
28 26.327 3949 3956 3969 rVB5 35516 107997 3.26% 0.532%

Sum of corrected areas: 20290468
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG022719\
Data File : BG039632.D

Aca On - 27 Feb 2019 13:21

Operator : JU/SJ

Sample o K1594-21

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG012919 .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: BG039632.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039632.D

Aca On : 27 Feb 2019 13:21

Operator : JU/SJ

Sample : K1594-21

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.29 5.76 ng 87620 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 34 (3.287 min): BG039632.D (-31) (-) m/z 73.15 100.00%

73
5000 43
55 87

320 340 360

35 67

L m/z 43.15  47.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 T T T T T T

43 3m 3m 3m
55 87 m/z 55.15 29.71%

29
W35 1] 67 1] 80
O e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87

320 340 3.60

5000 55 m/z 87.15 27.41%
J ‘79 ‘ 97 112 129
0.,....,....,....,....,... e R LB ERRE =
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- > T
73 320 340 3.60

m/z 45.15 10.01%

5000 43

58
87

29
Ll

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.40 3.6

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039632.D

Aca On : 27 Feb 2019 13:21

Operator : JU/SJ

Sample : K1594-21

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown7.69 Concentration Rank 1

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

7.69 106.61 ng 1620740 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 9
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 783 (7.687 min): BG039632.D (-776) (-) m/z 132.15 100.00%
132

5000 68
© s |l s | "7 Tho 7h 8B
ol g8 | MRS m/z 68.15 44.42%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

5000

7.40 7.60 7.80 8.00
m/z 134.15  31.40%

0 SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132
L e e  maa
7.40 7.60 7.80 8.00
5000 m/z 66.15 30.86%
92
65
39 05 ‘
A Y W 1A N —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T EEEE e
57 132 7.40 7.60 7.80 8.00
24 m/z 69.10 17.62%
116
5000 98
m/z--> 20 40 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039632.D

Aca On : 27 Feb 2019 13:21

Operator : JU/SJ

Sample : K1594-21

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 7
R.T. EstConc Area Relative to ISTD R.T.
18.38 2.71 ng 122004 Phenanthrene-d10 17.53
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 68
3 Octadecanoic acid 284 C18H3602 000057-11-4 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53

Abundance Scan 2603 (18.379 min): BG039632.D (-2599) (-) m/z 43.20 100.00%

5000

-

18.00 18.20 18.40 18.60
m/z 73.15  97.99%

04
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid

-

5000 129
83 18.00 18.20 18.40 18.60
0
. 157 1g5 213 256 m/z 60.15 92 .38%
0 by J,LJ.L',..n.,. —
m/z--> 50 100 150 200 250 300 350
Abundance #72648: Tridecanoic acid
73
43 18.00 18.20 18.40 18.60
5000 m/z 57.20 86.70%
129
111 214
KR ” L5 b 2 .\.wl.g?.\...
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid T
43 | 73 18.00 18.20 18.40 18.60
m/z 55.25 83.51%
5000 129
o1 185
241 284
i 157 207
e 01 Y oL T i W o nae e LAl it
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\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039632.D

Aca On : 27 Feb 2019 13:21

Operator : JU/SJ

Sample : K1594-21

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Sulfurous acid, butyl hepta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.41 3.43 ng 175764 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 91
2 1-Chloroeicosane 316 C20H41ClI 042217-02-7 91
3 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 90
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 90
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 86
Abundance Scan 3119 (21.410 min): BG039632.D (-3114) (-) m/z 57.15 100.00%
57
5000 85
3 168 19207 21.00 21.20 21.40 21.60 21.80
- 1 ll a0 JOB180TT 239 207 3 “n/z 43.15  63.17%
m/z--> 50 100 150 200 250 300 350
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
57
5000 UL BRI SRR I
85 2100 21.20 21.40 21.60 21.80
m/z 71.25 48_.43%
ol l‘ | l J -u ullnlﬁgl 169 210 239 273291 -
m/z--> 100 150 200 250 300 350
Abundance #158254: 1-Chloroeicosane
7
21.00 21.20 21.40 21.60 21.80
5000 m/z 85.15 38.05%
29
) J‘?lnj 127147 175197217 245 286 316
m/z--> 50 100 150 200 250 300 350
Abundance #207558: Sulfurous acid, butyl octadecy! ester
57 21.00 21.20 21.40 21.60 21.80
m/z 55.15 36.67%
5000
0 T w‘ ‘ Hl 139 169 107 224 253 287 317
m/z--> 50 150 200 250 300 350 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039632.D

Aca On : 27 Feb 2019 13:21

Operator : JU/SJ

Sample : K1594-21

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 6
R.T. EstConc Area Relative to ISTD R.T.
23.31 2.79 ng 142916 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3442 (23.307 min): BG039632.D (-3436) (-) m/z 57.25 100.00%
57
5000 85
113 141 169 23.00 23.20 23.40 23.60
ol M i 7 20 208 28 85 | Tw/z 43.20  62.73%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 85 IR ARAR AR RN
29 23.00 23.20 23.40 23.60
m/z 71.25 52.76%
0 J L ‘113 141 169 197 225 253 282
m/z--> 50 100 150 260 250 300 350 '
Abundance #209566: Octacosane
57
23.00 23.20 23.40 23.60
5000 g5 m/z 85.25 42 _.42%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #202661: Heptacosane
57 23.00 23.20 23.40 23.60
m/z 55.15 25.30%
5000 85
29
RENEEEY | M3 141 169 197 225 253 281 300 337 380
m/z--> 50 100 1&1,0 2(')0 250 300 350 ' 2300 23.20 2340 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039632.D

Aca On : 27 Feb 2019 13:21

Operator : JU/SJ

Sample : K1594-21

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Docosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.16 2.39 ng 132445 Perylene-di12 25.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 94
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3587 (24.159 min): BG039632.D (-3579) (-) m/z 57.25 100.00%
57
5000 85
| J L1y 11|3 141 163183 211 267 310 341 23.80 24.00 24.20 24.40
O L e L o e m/z 43.25 66.52%
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57
5000 85 NV U BRI
23.80 24.00 24.20 24.40
113 m/z 71.25 59.60%
L L [T 188 o1 239 057 30
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #194493: Hexacosane
57
23.80 24.00 24.20 24.40
5000 85 m/z 85.25 46 .46%
29 ] 113 14
ol L by 1 100 107 225 253 205 3p3 %67
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 23.80 24.00 24.20 24.40
m/z 55.15 21.44Y%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 23.80 24.00 2450 24.40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG022719\
Data File : BG039632.D

Acq On : 27 Feb 2019 13:21

Operator : JU/SJ

Sample - K1594-21

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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... 3.29 5.8 ng 87620 1 8.17 304058 20.0
unknown? .69 7.69 106.6 ng 1620740 1 8.17 304058 20.0
n-Hexadecanoic acid 18.38 2.7 ng 122004 4 17.53 900517 20.0
Sulfurous acid, b... 21.41 3.4 ng 175764 5 21.82 1025150 20.0
Eicosane 23.31 2.8 ng 142916 5 21.82 1025150 20.0
Docosane 24.16 2.4 ng 132445 6 25.19 1107070 20.0
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