LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25 Instrument :

Operator : JU gyA{é el
- _ lentosampleld :

3?22'6 : K6406-02 C-WATER 12.20.19

ALS Vial : 18 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 P\METHODS\8270-BP121919.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 5.587 591 595 606 rVB 50114 73076 1.27% 0.308%
2 6.204 693 700 717 rVB 354715 449969 7.82% 1.896%
3 7.751 956 963 972 rBV 231889 328577 5.71% 1.385%
4 7.934 987 994 1001 rBV 778793 967827 16.81% 4_.079%
5 8.281 1048 1053 1060 rBV 174405 213257 3.70% 0.899%
6 8.451 1060 1082 1089 rvv3 53003 222138 3.86% 0.936%
7 8.528 1089 1095 1107 rVB 835099 1003681 17.44% 4_.230%
8 8.769 1116 1136 1147 rVB3 52923 204928 3.56% 0.864%
9 8.951 1160 1167 1172 rVB 1194471 1404923 24.41% 5.921%
10 9.169 1198 1204 1208 rBV 599655 840035 14.59% 3.540%

11 9.304 1223 1227 1243 rVB2 123575 279599 4._86% 1.178%
12 9.486 1252 1258 1268 rBv4 106276 295919 5.14% 1.247%
13 9.610 1276 1279 1286 rBV 259902 580891 10.09% 2.448%
14 9.663 1286 1288 1306 rVB2 141114 418235 7.27% 1.763%
15 9.822 1312 1315 1330 rVB4 28948 87574 1.52% 0.369%

16 10.322 1349 1400 1403 rBV5 413351 2023690 35.15% 8.528%
17 10.798 1479 1481 1482 rVB 129590 85422 1.48% 0.360%
18 11.004 1482 1516 1519 rvv4 900530 5756542 100.00% 24.260%
19 11.057 1519 1525 1526 rVvV 445034 632315 10.98% 2.665%

20 11.139 1536 1539 1541 rVB3 78363 74385 1.29% 0.313%
21 11.169 1541 1544 1546 rBV 76698 90198 1.57% 0.380%
22 11.204 1546 1550 1553 rVB2 106453 133739 2.32% 0.564%
23 11.233 1553 1555 1559 rVB2 105326 98288 1.71% 0.414%

24 11.292 1561 1565 1568 rBV2 104317 140684 2.44% 0.593%
25 11.328 1568 1571 1573 rBV3 77152 102783 1.79% 0.433%

26 11.363 1574 1577 1582 rVB2 199156 338808 5.89% 1.428%
27 11.439 1582 1590 1595 rVB 205544 337267 5.86% 1.421%
28 11.528 1603 1605 1610 rVB2 90183 134831 2.34% 0.568%
29 11.628 1616 1622 1631 rVB4 70330 155178 2.70% 0.654%
30 12.104 1695 1703 1707 rBV 1161662 1401816 24.35% 5.908%

31 12.304 1733 1737 1744 rVB 72055 89846 1.56% 0.379%
32 12.775 1812 1817 1821 rVB 62310 72404 1.26% 0.305%
33 13.004 1849 1856 1863 rBV 60260 112784 1.96% 0.475%
34 13.180 1880 1886 1891 rBV 265019 332186 5.77% 1.400%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

3?22'6 i K6406-02 C-WATER 12.20.19
ALS Vial : 18 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

Z :\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 14.486 2100 2108 2122 rBV 808763 1118772 19.43% 4_.715%

36 15.580 2289 2294 2299 rVB 286963 324186 5.63% 1.366%
37 16.474 2441 2446 2454 rBV 114558 153114 2.66% 0.645%

38 17.557 2626 2630 2636 rBV 52866 72317 1.26% 0.305%
39 17.868 2677 2683 2687 rBY 1638349 1737119 30.18% 7.321%
40 19.151 2896 2901 2908 rBV3 37003 77988 1.35% 0.329%
41 19.221 2909 2913 2918 rVVv 247877 285561 4 .96% 1.203%
42 20.668 3155 3159 3165 rVB 48501 60746 1.06% 0.256%
43 20.992 3208 3214 3220 rVB 205486 273659 4_.75% 1.153%
44 21.104 3228 3233 3239 rVB 46334 70389 1.22% 0.297%
45 21.592 3311 3316 3323 rVB 43414 71306 1.24% 0.301%
Sum of corrected areas: 23728952
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP121919.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: BP001430.D
1500000

8.95

1000000

793 8.53

9.17

500000
6.20

8.28 9.30
5.59 8. 8.77

I
9.00

I
7.50

I [
8.00 8.50

I . i il -, L

T T T T T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BP001430.D

1500000

12.10
11.00

1000000
14.49

1.06

500000
13.18 15.58

a4
3%3 1230  12.713.00 Ny

L&

O o TR e e o o e I L e e e o e e e i e e e B e A B o s e e B B L B B s B L

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BP001430.D
17,87

1500000
1000000

500000

19.22 20.99

17.56 L 19.15 20.67 k]xlo 21.59
A A N

e e e e e e e e e e B

Time-->  17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 8

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

5.59 6.85 ng 73076 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 596 (5.593 min): BP001430.D (-591) (-) m/z 43.00 100.00%

43.0
5000
101.0

520 540 560 580 600

(- ,l A452 2207 2805 339.4 3008 444.3480.6 SM.7 "m/z 58.95 56.77%
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA LI L L N L L L LB L LB

5.20 540 5.60 5.80 6.00
m/z 100.95  21.06%

101.0
)
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
T
5.20 5.40 5.60 5.80 6.00
5000 m/z 58.00 13.71%
101.0
1 q \ L1
ol e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30194: 2-Nonanone, 9-hydroxy- R R ma
43.0 520 540 560 580 600

m/z 41.00 9.43%

O |‘#$O|||||| R SIS B B WTL%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 unknown7.93 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.93 90.77 ng 967827 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
Abundance Scan 993 (7.928 min): BP001430.D (-987) (-) m/z 132.00 100.00%
13%.0
5000 68.0

7.60 7.80 8.00 8.20

ol 177.8219.7 282.1323.6 401.0443.3 496.9540.9 m/z 67.95 47 .99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14502: 1H-Benzimidazole, 2-methyl-
132.0
5000 LA L L L L L LB L L BB |

7.60 7.80 8.00 8.20
m/z 66.00 39.87%

63.0
o S N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
EA I B
7.60 7.80 8.00 8.20
5000 m/z 134.00 32.18%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- EAm T e
132.0 7.60 7.80 8.00 8.20
m/z 69.05 24 _.11%
5000
69.0
o,u.ﬁl[.wﬁ..,.”. NS MU
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 unknown8.45 Concentration Rank 6

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

8.45 20.83 ng 222138 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 40
2 Methanamine. 1.1-bis(2.2-dimethyv... 231 C13H29NO2 004909-78-8 39
3 2-Amino-2-methvl-1.3-propanediol 105 C4H11NO2 000115-69-5 25
4 Aminoauanidine 74 CH6N4 000079-17-4 23
5 Diethanolamine 105 C4H11NO2 000111-42-2 17

Abundance Scan 1082 (8.451 min): BP001430.D (-1060) (-) m/z 57.00 100.00%
5%.0
5000
8.20 8.40 8.60 8.80
01.1
o MAMIOET 16202087 2660  ai06 38043204780 592 U735 g1 65h
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4278: Butanoic acid, 2-methyl-
74.0
29.0
5000
8.20 8.40 8.60 8.80
m/z 41.00 75.24%
0 A S LI AN WL WAL I B B A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86789: Methanamine, 1,1-bis(2,2-dimethylpropoxy)-N,N-dime...

74.0
T T TR T
8.20 8.40 8.60 8.80
5000/ 29. m/z 55.05 51.34%
144.0
. | 18702310
- II IIIIIIIIIIII IIII TTTT IIIIIIIII IIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4921: 2-Amino-2-methyl-1,3-propanediol
74.0 8.20 8.40 8.60 8.80
m/z 43.00 42 _.54%
5000
28.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 unknown8.95 Concentration Rank 1

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

8.95 131.76 ng 1404920 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2.3-dimethvl- 130 C8H180 019550-03-9 43
2 Pentanamide 101 C5H11NO 000626-97-1 38
3 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 38
4 4-Methoxv-1-pentene 100 C6H120 098386-09-5 38
5 1-(2-Methoxyethoxy)-2-methyl-2-p... 244 C9H15F304 1000364-20-3 37

Abundance Scan 1167 (8.951 min): BP001430.D (-1160) (-) m/z 59.00 100.00%
54.0
5000
111.1 PUAAANE SR SRS SN
171.1 8.60 8.80 9.00 9.20
ob MU Ly "7y 2170 2835  367.44000444.0487.95306 m/z 56.05 59.48%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13725: 2-Hexanol, 2,3-dimethyl-
59.0
5000 BN RS SRR

8.60 8.80 9.00 9.20
m/z 43.10 43.28%

o 15. - 115.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4063: Pentanamide
59.0
8.60 8.80 9.00 9.20
5000 m/z 41.05 30.80%
o Ldd 1010
e e e e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13680: 3-Heptanol, 4-methyl-
59.0 8.60 8.80 9.00 9.20
m/z 55.05 21.59%
5000
01.0
o 15.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 unknown9.30 Concentration Rank 5

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

9.30 26.22 ng 279599 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (H-(+)-6-Methyl-1-octanol 144 C9H200 110453-78-6 47
2 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 43
3 1-Heptene. 3-methvl- 112 C8H16 004810-09-7 38

062238-07-7 38
002207-04-7 38

1-methvl-2-(3-meth... 140 C10H20
1,4-dimethyl-, trans- 112 C8H16

4 Cvclopropane.
5 Cyclohexane,

Abundance Scan 1226 (9.298 min): BP001430.D (-1223) (-) m/z 55.00 100.00%
58.0
5000
9.00 9.20 9.40 9.60
ol 155.9202.9  276.3 341.1386.9431.1476.6 523.5 m/z 41.10 85 _44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21160: (S)-(+)-6-Methyl-1-octanol
=
590 97.0
5000
9.00 9.20 9.40 9.60
m/z 57.05 79.42%
o 1 143.0
e R e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6800: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0
9.00 9.20 9.40 9.60
5000 m/z 70.00 61.81%
Jhad|
L I o o o o N I B R s e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6671: 1-Heptene, 3-methyl-
55.0 9.00 9.20 9.40 9.60
m/z 71.05 58.79%
5000
0 |1120
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 1-Butene, 2-ethyl-3-methyl- Concentration Rank 11

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

9.61 5.74 ng 580891 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 2-ethvl-3-methvl- 98 C7H14 007357-93-9 58
2 (RY-(+)-3-Methvicvclopentanone 98 C6H100 006672-30-6 53
3 3-Hexene. 2-methvl-. (2)- 98 C7H14 015840-60-5 52
4 2-Hexene. 3-methvl-. (2)- 98 C7H14 010574-36-4 49
5 3-Hexene, 3-methyl-, (2)- 98 C7H14 004914-89-0 46

Abundance Scan 1279 (9.610 min): BP001430.D (-1276) (-) m/z 55.05 100.00%
54.Q
5000
98.0
9.20 9.40 9.60 9.80 10.00
Olprrr il “, oL (195.6 267981113506 437.6 48895336 ' 'm/z 69.10 92.10%
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3389: 1-Butene, 2-ethyl-3-methyl-
41.0
5000
3.0 9.20 9.40 9.60 9.80 10.00
m/z 41.10 89.37%
0|'J" U L S BN SN WL UL L S AL I
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3261: (R)-(+)-3-Methylcyclopentanone
69.0
920 9.40 9.60 9.80 10.00
5000 m/z 57.05 46 .44%
27.4
0 “l I'J'I”"P"""'"""'W"""'W"”I"”I'
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3379.3Hexene,2methy|,(Z) LSS BLELLELE BN LR N
69.0 9.20 9.40 9.60 9.80 10.00
m/z 56.10 45 _56%
5000
27.
(}I"i'ldIJ II’I""I"" rrrryTTTTrTTTTIT T T T T T T T T T T T T T T T [TTTrprrrry e T pTT
m/z-> 0 50 100 150 200 250 300 350 400 450 500 920 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Pentane, 2,3-dimethyl- Concentration Rank 18

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

9.66 4.13 ng 418235 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 50
2 Cvclohexane 84 C6H12 000110-82-7 50
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 47
4 3.3-Diethvildiaziridine 100 C5H12N2 052175-94-7 45
5 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 42

Abundance Scan 1288 (9.663 min): BP001430.D (-1286) (-) m/z 56.05 100.00%
56.0
5000
9.40 9.60 9.80 10.00
obrrrdh | .1.0,1.0. 149.1192.8234.9 2820 3452 4011 4632 8358 | y.7o 43 10 94.11%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3985: Pentane, 2,3-dimethyl-
56.0
5000 LR AR I I IR
9.40 9.60 9.80 10.00
m/z 57.05 66 .98%
o 100.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1458: Cyclohexane
56.0
940 9.60 9.80 10.00
5000 m/z 41.10 51.65%
Ol“ljw"'w"'w"'"""""“l"“ I S S
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1488: 1-Pentene, 2-methyl- R R e
56.0 9.40 9.60 9.80 10.00
m/z 55.05 42 _.25%
OI”['P{JW"”I'”' L L S S WL S S U R U TN I
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 9.40 9.60 9.80 10.00

8270-BP121919.M Tue Jan 07 04:20:18 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
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 9 4-Methyloctanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.00 56.89 ng 5756540 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvloctanoic acid 158 C9H1802 054947-74-9 91
2 Pentanoic acid. 4-methvl- 116 C6H1202 000646-07-1 42
3 Pentanoic acid. 5-bromo- 180 C5H9Bro2 002067-33-6 32
4 Pentanoic acid. 4.4-dimethvl-3-0... 158 C8H1403 055107-14-7 22
5 Hexanoic acid, 1,l1-dimethylethyl... 172 C10H2002 002492-18-4 16

Abundance Scan 1515 (10.998 min): BP001430.D (-1482) (-) m/z 57.10 100.00%

57.1

5000

%3

10.60 10.80 11.00 11.20 11.40
m/z 55.10 80.63%

141.2 190.9  263.2 326.7368.8411.3453.7 510.4

0!

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30189: 4-Methyloctanoic acid
57.0
5000 | LN LI L L LB LB L
101.0 10.60 10.80 11.00 11.20 11.40
m/z 43.10 71.04%
15.
0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8132: Pentanoic acid, 4-methyl-
57.0
R e AR
10.60 10.80 11.00 11.20 11.40
5000 m/z 41.10 65.05%
01.0
o'r——- e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45842: Pentanoic acid, 5-bromo- I EEmE e T e
55.0 10.60 10.80 11.00 11.20 11.40
m/z 73.00 63.64%
5000 101.0
0 ”.ﬂﬂ.....”,.”. S — SR SAAN VAL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10. 60 10.80 11.00 11. 20 11.40

8270-BP121919.M Tue Jan 07 04:20:19 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001430.D

Aca On : 26 Dec 2019 19:25

Operator :© JU

Sample = K6406-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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

Concentration Rank 10

Peak Number 10 unknownl11.06

Relative to ISTD

R.T. EstConc Area
11.06 6.25 ng 632315
Hit# of 5 Tentative ID

1 1.4-Dihvdro-4-oxopvridazine

2 Octanedinitrile

3 Cvclobutanecarboxvlic acid. 2-te...
4 Cvclohexanecarboxvlic acid. 2-te...
5 5-Amino-1-ethylpyrazole

136
296
324
111

C4H4N20
C8H12N2
C19H3602
C21H4002
C5HON3

017417-57-1 18
000629-40-3 12
1000280-57-8 12
1000280-59-6 12
003528-58-3 10

C-WATER 12.20.19

Abundance Scan 1526 (11.063 min): BP001430.D (-1519) (-) m/z 102.05 100.00%
02.1
5000
37.9 442 206.9 10.80 11.00 11.20 11.40
Ol 142 2009 283.8320.1871.7414.7 477.4 529.2_ m/z 88.00 95.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2730: 1,4-Dihydro-4-oxopyridazine
96.0
5000
10.80 11.00 11.20 11.40
42.0 m/z 71.05 58.32%
O LA e e e o o e R E R EE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16185: Octanedinitrile
41.0 9.0
B o IR I e o
10.80 11.00 11.20 11.40
5000 m/z 87.00 37.89%
o Hr i e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141333: Cyclobutanecarboxylic acid, 2-tetradecyl ester LB e e e e
55.0 10.80 11.00 11.20 11.40
m/z 127.10 27 .99%
5000
01.0
196.0
0 1153.0°
“..w..”,.”.,”........” R e e e N B B o I e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.80 11.00 11.20 11.40

8270-BP121919.M Tue Jan 07 04:20:19 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Tridecane, 5-propyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.36 3.35 ng 338808 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 76
2 Octacosane 394 C28H58 000630-02-4 70
3 Tetradecane 198 C14H30 000629-59-4 68
4 Tridecane. 3-methvl- 198 C14H30 006418-41-3 64
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 58

Abundance Scan 1577 (11.363 min): BP001430.D (-1574) (-) m/z 57.10 100.00%

5000

113.1 11.00 11.20 11.40 11.60
o 184.3 232.4 280.9  348.0 407.8 482.0 548.2 m/z 43.10 79.10%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83031: Tridecane, 5-propyl-

5000
11.00 11.20 11.40 11.60

m/z 41.10 61.78%

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
R e RS REEE N
11.00 11.20 11.40 11.60
5000 m/z 71.10 57.97%

141.0183.0225.0 281.0 337.0 394.0

0!
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59881: Tetradecane R AR
57.0 11.00 11.20 11.40 11.60
m/z 55.00 33.38%
5000
. 20110 1960
A A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.20 11.40 11.60

8270-BP121919.M Tue Jan 07 04:20:20 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 unknownll.44 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.44 3.33 ng 337267 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Valproic Acid 144 C8H1602 000099-66-1 32
2 di-n-Propvimalonic acid 188 C9H1604 001636-27-7 32
3 Butane. 2-methoxy-2-methvl- 102 C6H140 000994-05-8 14
4 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 10
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 10
Abundance Scan 1590 (11.439 min): BP001430.D (-1582) (-) m/z 73.00 100.00%
73.0
5000 L {
130.0 11.20 11.40 11.60 11.80
O‘J,L. .J.,.-'.!.-,??‘?-? (2415 3010 3533 408.4485.7498.15433 | "m/z 102.00  40.46%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20842: Valproic Acid
73.0

5000 A e e
11:20 11.40 11.60 11.80

m/z 41.05 39.45%

y 150
Ottt e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52053: di-n-Propylmalonic acid
73.0

11.20 11. 40 11. 60 11.80

5000 m/z 55.00 32.09%
27 15.0
L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0 11.20 11.40 11.60 11.80

m/z 43.10 31.15%

5000

27.

ol e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.20 11.40 11.60 11.80

8270-BP121919.M Tue Jan 07 04:20:21 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 13 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.30 5.41 ng 89846 Acenaphthene-d10 13.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Pentadecane 212 C15H32 000629-62-9 93
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 1736 (12.298 min): BP001430.D (-1733) (-) m/z 57.10 100.00%
7.1
5000
9.0 12:00 12.20 12.40 12.60
ol 437 1812 1982 2545297.8341.0 390.64321 4890 5389 | sz 4310  O1.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59881: Tetradecane
57.0
5000 AR AR SRR

12:00 12.20 12.40 12.60
m/z 41.10 61.41%

odl 901410 1980
e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71394: Pentadecane
57.0
R R R
12.00 12.20 12.40 12.60
5000 m/z 71.05 56.82%
J 901410 212.0
o b e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83051: Dodecane, 2-methyl-6-propyl- R e R R e S,
57.0 12.00 12.20 12.40 12.60
m/z 85.05 42 .04%
5000
9.0 140.0
182.0
Y I O L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.20 12.40 12.60

8270-BP121919.M Tue Jan 07 04:20:21 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
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 14 Cyclopentanecarboxylic acid... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.00 6.79 ng 112784 Acenaphthene-d10 13.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanecarboxvlic acid. 2-t... 198 C11H1803 1000282-42-9 53
2 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 50
3 Propanoic acid. 2-methvl-., 3-met... 158 C9H1802 002050-01-3 50
4 Oxalic acid. neopentvl pentvl ester 230 C12H2204 1000309-72-9 50
5 2,3"-Bifuran, octahydro- 142 C8H1402 073373-15-6 50
Abundance Scan 1855 (12.998 min): BP001430.D (-1849) (-) 71.00 100.00%
71.0
e uiA
s 1250 1280 1300 13,20 1340
0 187.1  263.0 329.0373.2415.5457.3 511.4 n/z  43.10 79 86%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59404: Cyclopentanecarboxylic acid, 2-tetrahydrofurylmeth...
71.0

5000 R BAEEE mm e
12. 60 12. 80 1300 13. 20 13. 40

m/z 41.05 39.58%

0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #1792: 3-Buten-2-ol, 2-methyl-
71.0
R B
12.60 12.80 13.00 13.20 13.40
5000 m/z 55.00 23.24%
217.
oAb e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #30337: Propanoic acid, 2-methyl-, 3-methylbuty! ester A EEEEE B
43.0 12.60 12.80 13.00 13.20 13.40
m/z 70.00 15.98%
5000
0 .Lu“.éé???9p SRS i e
m/z--> 50 100 150 200 250 300 350 400 450 500 12. 60 12. 80 13. OO 13. 20 13. 40

8270-BP121919.M Tue Jan 07 04:20:22 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 15 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.47 9.45 ng 153114 Phenanthrene-d10 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 2445 (16.468 min): BP001430.D (-2441) (-) m/z 43.05 100.00%
430
200 ML
o 129.0
: J 213.2 e e e T
171.1
256.2 16.20 16.40 16.60 16.80
0 A b \' 2986 355.3400.6447.4 5296 m/z 41.10 99.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
6d.(
5000 129.0 LR B UG BRI B
16.20 16.40 16.60 16.80
171.0213.0256.0 m/z 72.95 96.53%
(oI
m/z--> 6 55 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
3.0
16.20 16.40 16.60 16.80
5000 m/z 60.00 88.66%
185.0 241.0284.0
Ol
m/z--> 6 55 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid R S SR A L s
3.0 16.20 16.40 16.60 16.80
m/z 55.00 81.00%
5000
24 199.0242.0
ol e e
m/z--> c') 5'0 100 150 200 250 300 350 400 450 500 550 16.|20 16.I40 16.I60 16.I80

8270-BP121919.M Tue Jan 07 04:20:23 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 16 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

17.56 5.06 ng 72317 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 97
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 2631 (17.563 min): BP001430.D (-2626) (-) m/z 43.05 100.00%

43

5000

3

17.20 17.40 17.60 17.80
m/z 59.95 96.71%

284.3

o 328.7371.0 425.5 482.2 530.9

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid

-

5000

17.20 17.40 17.60 17.80
m/z 73.00 92.66%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid

5

17.20 17.40 17.60 17.80
m/z 41.05 81.76%

5000
05 |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R AR EEEEE T
43.0 17.20 17.40 17.60 17.80
m/z 55.10 80.59%
0 129.0
' 185.0 2410
0 ‘ ! 372.0
 ERE R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.20 17.40 17.60 17.80

8270-BP121919.M Tue Jan 07 04:20:23 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 17 1-Heptacosanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.15 5.46 ng 77988 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 Cvclooctacosane 392 C28H56 000297-24-5 91
3 Fumaric acid. octadecvl 2.2.3.3.... 582 C27H42F804 1000348-79-4 90
4 Octacosanol 410 C28H580 000557-61-9 80
5 Fumaric acid, nonadecyl 2,2,3,3,... 596 C28H44F804 1000348-79-5 76
Abundance Scan 2901 (19.151 min): BP001430.D (-2896) (-) m/z 55.00 100.00%
540
5000
11.1
18.80 19.00 19.20 19.40
168.2 221.1
Ok it L4 b ot 2oL 9 339.238244286 49935484 | nm/z 57.10  90.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57.0
11.0
5000 AR AR AR SRR
18180 19.00 19.20 19.40
m/z 43.10 84 _56%
ob 4 1167.0210.0 264.0308.0 378.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #208717: Cyclooctacosane
57.0
18:80 19.00 19.20 19.40
5000 m/z 97.05 79 .15%
11.0
oL ,167. 02100 2640 3350 3920
m/z--> 50 100 1%0 200 250 300 350 400 450 500 550 |
Abundance #240504: Fumaric acid, octadecyl 2,2,3,3,4,4,5,5-octafluor... SRR EamaE R
55.0 18.80 19.00 19.20 19.40
313.0 m/z 83.00 78 .35%
09.0
5000
385.0
ol ALl l.l.u. JOO | T 43000830 8630 || MMttty o0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122619\

Data File : BP001430.D

Aca On - 26 Dec 2019 19:25

Operator : JU

ﬁ?ggle i K6406-02 C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 19 Octacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.10 5.14 ng 70389 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 95
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 94
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
Abundance Scan 3232 (21.098 min): BP001430.D (-3228) (-) m/z 57.00 100.00%
5%.0
5000
T° 1400 0180 2100 2120 2140
192.9 : : : :
Ob b A d s [0 70572390 309.1.356.0397.8441.9 494.05347 | 7, 43 05 73.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
57.0
5000 LN B SULIUEE B B
mmmmmmmm
m/z 71.05 65.63%
9.0
ol | , 141.0183.0225.0 281.0 337.0 394.0
m/z--> 5b 160 1éo 200 250 300 350 400 4%0 560 séo
Abundance #141433: Pentadecane, 8-hexyl-
43.0
| 20.80 21.00 21.20 2140
5000 5.0 m/z 85.00 45 _55Y%
196.0
o 1270 239.02800
m/z--> 5b 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance #194505: Heneicosane, 11-pentyl- T T T T
43.0 20.80 21.00 21.20 21.40
m/z 41.05 25.52%
5000 50
224.0
m/z--> 5b 160 1éo 200 250 300 350 400 4%0 560 séo 2080 2100 2120 2140
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP122619\

Data File : BP001430.D

Acq On : 26 Dec 2019 19:25 Instrument :
Operator : JU BNA_P

Sample - K6406-02 ClientSampleld :
Misc - C-WATER 12.20.19
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP121919_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... 5.59 6.8 ng 73076 1 8.29 213257 20.0
unknown7 .93 7.93 90.8 ng 967827 1 8.29 213257 20.0
unknown8 .45 8.45 20.8 ng 222138 1 8.29 213257 20.0
unknown8.95 8.95 131.8 ng 1404920 1 8.29 213257 20.0
unknown9 .30 9.30 26.2 ng 279599 1 8.29 213257 20.0
1-Butene, 2-ethyl... 9.61 5.7 ng 580891 2 10.32 2023690 20.0
Pentane, 2,3-dime... 9.66 4.1 ng 418235 2 10.32 2023690 20.0
4-Methyloctanoic ... 11.00 56.9 ng 5756540 2 10.32 2023690 20.0
unknownll.06 11.06 6.3 ng 632315 2 10.32 2023690 20.0
Tridecane, 5-propyl- 11.36 3.4 ng 338808 2 10.32 2023690 20.0
unknownll.44 11.44 3.3 ng 337267 2 10.32 2023690 20.0
Tetradecane 12.30 5.4 ng 89846 3 13.18 332186 20.0
Cyclopentanecarbo... 13.00 6.8 ng 112784 3 13.18 332186 20.0
n-Hexadecanoic acid 16.47 9.4 ng 153114 4 15.58 324186 20.0
Octadecanoic acid 17.56 5.1 ng 72317 5 19.22 285561 20.0
1-Heptacosanol 19.15 5.5 ng 77988 5 19.22 285561 20.0
Octacosane 21.10 5.1 ng 70389 6 20.99 273659 20.0
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