LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040273.D

Acq On 1 Apr 2019 20:17

Operator : JU/SJ

Sample : K2173-01

Misc :

ALS Vial : 10 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 15 rVB 74428 121127 3.36% 0.672%
2 5.144 343 350 360 rBV 644002 980408 27.18% 5.439%
3 5.609 420 429 437 rBvV 142320 236727 6.56% 1.313%
4 7.207 693 701 714 rBVY 717152 1237574 34.31% 6.865%
5 7.583 757 765 775 rBV 393657 676494 18.75% 3.753%
6 8.053 839 845 858 rvB 198977 341232 9.46% 1.893%
7 8.376 892 900 909 rvB 608585 1043393 28.92% 5.788%
8 9.228 1037 1045 1057 rBV 520408 932948 25.86% 5.175%
9 10.509 1257 1263 1272 rVB2 31524 57295 1.59% 0.318%
10 10.867 1317 1324 1329 rBV 283725 514623 14.27% 2.855%
11 10.908 1329 1331 1339 rVB 52017 69450 1.93% 0.385%
12 13.305 1732 1739 1748 rVB 1585802 2402198 66.59% 13.326%
13 13.546 1773 1780 1788 rVB 24620 39501 1.09% 0.219%

14 14.128 1873 1879 1885 rBV 132180 188779 5.23% 1.047%
15 14.686 1966 1974 1981 rBV2 507526 820899 22.76% 4 _.554%

16 16.173 2221 2227 2238 rBV 136489 230282 6.38% 1.277%
17 17.430 2434 2441 2452 rBV 744272 1128563 31.28% 6.261%
18 19.140 2728 2732 2738 rBV4 25553 50865 1.41% 0.282%
19 20.033 2877 2884 2891 rBV 2605738 3607543 100.00% 20.012%
20 21.308 3095 3101 3111 rBV 81855 189377 5.25% 1.051%

21 21.707 3162 3169 3176 rVvB2 708378 1210725 33.56% 6.716%
22 21.854 3190 3194 3200 rVB2 37649 58046 1.61% 0.322%
23 22.465 3293 3298 3307 rVB2 57430 100273 2.78% 0.556%
24 23.170 3412 3418 3427 rBV 71557 131448 3.64% 0.729%
25 23.364 3444 3451 3458 rBV2 47631 92340 2.56% 0.512%

26 23.987 3550 3557 3564 rBV3 61083 138464 3.84% 0.768%
27 25.004 3713 3730 3749 rVB2 396923 1326193 36.76% 7.357%
28 26.114 3912 3919 3932 rVB6 32205 99945 2.77% 0.554%

Sum of corrected areas: 18026712
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040273.D

Acq On 1 Apr 2019 20:17

Operator : JU/SJ

Sample : K2173-01

Misc :

ALS Vial : 10 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

Abundance TIC: BG040273.D
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Abundance TIC: BG040273.D
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Abundance TIC: BG040273.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040273.D

Acq On 1 Apr 2019 20:17

Operator : JU/SJ

Sample : K2173-01

Misc :

ALS Vial : 10 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 1 Cyclobutanone, 2-methyl- Concentration Rank 4

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

3.12 7.10 ng 121127 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 Cyclobutanone, 2-methyl- 84 C5H80 001517-15-3 59
3 Pyridine-D5- 84 C5D5N 007291-22-7 50
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 42
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 37

Abundance Scan 5 (3.117 min): BG040273.D (-3) (-) m/z 56.00 100.00%
96
84
5000 41
69
| 207 3.20 3.30 3.40 3.50
R L o B m/z 84.00 64 .23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1456: Cyclohexane
56
41 84
5000 HRUNE SR LU I U
27 3.20 3.30 3.40 3.50
69 m/z 41.05 43.86%
15 I
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #1431: Cyclobutanone, 2-methyl-
56
42 3.20 3.30 3.40 3.50
5000 84 m/z 55.05 36 .68%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #1374 Pyridine—DS— T T Yo LS I L I
84 3.20 3.30 3.40 3.50
56 m/z 42.00 23.98%
5000
%8 42 ‘
I AN s
m/z--> 20 4'0 6|O 80 100 120 140 160 180 200 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 : BG040273.D

Acq On 1 Apr 2019 20:17

Operator : JU/SJ

Sample : K2173-01

Misc :

ALS Vial : 10 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.14 57.46 ng 980408 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 349 (5.139 min): BG040273.D (-343) (-) m/z 43.00 100.00%
a3
5000
1o 480 500 520 540
,...1.,~.6?..~,|....,....,....,....,....,....,....,..4?? m/z 59.00 57.41%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3

5000 LI L L L L NN L LA |
4.80 5.00 5.20 5.40
m/z 101.00 17.23%
15 101
S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
B A M s
4.80 5.00 5.20 5.40
5000 m/z 57.95 16.36%
101
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R RmmaR R
59 4.80 5.00 5.20 5.40

m/z 41.10 8.93%

5000
29 101
i L ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040273.D

Acq On 1 Apr 2019 20:17

Operator : JU/SJ

Sample : K2173-01

Misc :

ALS Vial : 10 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 3 unknown7.58 Concentration Rank 3

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

7.58 39.65 ng 676494 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 16
3 1-1soquinolinemethanol, .alpha.-... 191 C12H17NO 114608-92-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 10

Abundance Scan 765 (7.583 min): BG040273.D (-757) (-) m/z 132.00 100.00%
32
5000 68
40 54 %6 J 720 7.40 7.60 7.80 8.00
Jrer s W Tm/z 68.00 43.550%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 -4\---|---- RN AR A
7.20 7.40 7.60 7.80 8.00
21 78 m/z 134.00 32.13%
I"'%I!J|'I'!'JI""IJ"'I""I""I""I""
m/z--> 20 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 26.90%
97
L P el
||| ||“i“| |“|‘||‘|‘l‘|‘|“|‘|8|8|‘i |1|0§| "‘l : IHI e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53851: 1-Isoquinolinemethanol, .alpha.-ethyl-1,2,3,4-tetr... A mama e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 15.74%
5000
105
314150 65 [ 91 07 | a4 159 173 190
m/z--> 20 40 60 80 100 120 140 160 180 720 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 : BG040273.D

Acq On 1 Apr 2019 20:17

Operator : JU/SJ

Sample : K2173-01

Misc :

ALS Vial : 10 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 5 Isoborneol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.51 2.23 ng 57295 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoborneol 154 C10H180 000124-76-5 78
2 Bicyclo[2.2.1]heptan-2-ol, 1,7,7... 154 C10H180 000464-45-9 64
3 endo-Borneol 154 C10H180 000507-70-0 64
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 58
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 53
Abundance Scan 1263 (10.509 min): BG040273.D (-1257) (-) m/z 95.00 100.00%
95
5000
41 67 o
55 81 10 151 136 10.20 10.40 10.60 10.80
m/z 41.00 26.54Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26629: Isoborneol
95
5000
41 10.20 10.40 10.60 10.80
110 m/z 67.00 20.98%
121 136
---.----.---|=|.'----|i=|---.'-'-|-- | .|.|..., 87| !-.----!----.'----.--!-.----ﬁ?f‘-.--
m/z--> mmmmmmmm%mmmmmmm
Abundance #26956: Bicyclo[2.2.1]heptan-2-ol, 1,7,7-trimethyl-, (1S-e...
95
10.20 10.40 10.60 10.80
5000 m/z 43.00 20.31%
41
110
55
67 121 139
”'P"W'”MI”'W"”Imb'P'Jh“”z$m'ﬁwkhl”'“ﬁ'”ﬂ'”'P'l“'”'&?ﬂl'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26642: endo-Borneol e e
95 10.20 10.40 10.60 10.80
m/z 93.00 19.37%
5000
. 110
55 121 139
”'P%?W'”%?”'WU'”IM"P'JM“”Zﬁm"“t”l”"y'”ﬂ'”'P'l“'”'ﬁ$§ﬁ"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040273.D

Acq On 1 Apr 2019 20:17

Operator : JU/SJ

Sample : K2173-01

Misc :

ALS Vial : 10 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 6 Tricosyl pentafluoropropionate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.31 3.13 ng 189377 Chrysene-d12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
Abundance Scan 3101 (21.308 min): BG040273.D (-3095) (-) m/z 57.00 100.00%
57
125 21.00 21.20 2140 21.60
153 195
L 20 75 87 m/z 43.05 79.27%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #233557: Tricosyl pentafluoropropionate
57
97
5000 I A AL S R
21.00 21.20 21.40 21.60
125 m/z 55.00 63.34%
%9 J 1,,1 ¢153 181 210 238264 204 322 367 468
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83 21.00 21.20 2140 2160
5000 m/z 97.05 48._.40%
111
29
N J 1139199 210238 283 434
m/z--> 50 100 150 200 2%0 300 350 400 450
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester e B e Ea
57 21.00 21.20 21.40 21.60
o7 m/z 83.05 45_.93%
5000
J“Ml‘l%zz“ 269 420
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040273.D

Acq On 1 Apr 2019 20:17

Operator : JU/SJ

Sample : K2173-01

Misc :

ALS Vial : 10 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 7 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.17 2.17 ng 131448 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3418 (23.170 min): BG040273.D (-3412) (-) m/z 57.10 100.00%
57
113 22.80 23.00 23.20 23.40
141 169 : : : :
|,“l! Lol 200225249 827 36 Tz 71.05  60.95%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 AR AR N
a5 22'80 23.00 23.20 23.40
29 m/z 43.00 56.00%
| J , l 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57
22.80 23.00 23.20 23.40
5000 g5 m/z 85.10 43 .46%
29
|| (11 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #117636: Nonadecane T e
57 22.80 23.00 23.20 23.40
m/z 55.00 23.00%
5000 85
29 s 268
L‘ Llgd ! Jlélu L 169 197 225
m/z--> 50 100 150 200 250 300 350 ' 22.80 23.00 2320 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040273.D

Acq On 1 Apr 2019 20:17

Operator : JU/SJ

Sample : K2173-01

Misc :

ALS Vial : 10 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 8 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.99 2.09 ng 138464 Perylene-di12 25.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3557 (23.987 min): BG040273.D (-3550) (-) m/z 57.05 100.00%
57
LN SRR BRI I
113 141 169 23.60 23.80 24.00 24.20 24.40
e DR 1691809210 239 267 327 386 07 "91010  56.75%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 R AR N
85 Bmmmmmmmmm
29 m/z 43.05 54 _.99Y%
l|J (113 141 169 107 225 253 282
m/z--> 55 160 1%0 260 2%0 300 3%0 '
Abundance #141426: Heneicosane
57
o 23.60 23.80 24.00 24.20 24.40
5000 m/z 85.10 47 .52%
29 113
UL LT 141 160 197 205 253 206
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane e e I
57 23.60 23.80 24.00 24.20 24.40
m/z 55.00 22.78%
h ] Www/\wwwu
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> % 1& 1% 2& 2% 3& 3% ' Bmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040273.D

Acq On 1 Apr 2019 20:17

Operator : JU/SJ

Sample : K2173-01

Misc :

ALS Vial : 10 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclobutanone, 2-... 3.12 7.1 ng 121127 1 8.05 341232 20.0
2-Pentanone, 4-hy... 5.14 57.5 ng 980408 1 8.05 341232 20.0
unknown7 .58 7.58 39.6 ng 676494 1 8.05 341232 20.0
Isoborneol 10.51 2.2 ng 57295 2 10.87 514623 20.0
Tricosyl pentaflu... 21.31 3.1 ng 189377 5 21.70 1210730 20.0
Hexadecane 23.17 2.2 ng 131448 5 21.70 1210730 20.0
Eicosane 23.99 2.1 ng 138464 6 25.00 1326190 20.0
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